
(12) INTERNATIONAL APPLICATION PUBLISHED UNDER THE PATENT COOPERATION TREATY (PCT) 



CORRECTED VERSION 



(19) World Intellectual Property 
Organization 
International Bureau 

(43) International Publication Date 
8 April 2004 (08.04.2004) 




PCT 



lillllllililllillllllllllllllOIII^ 

(10) International Publication Number 

wo 2004/029239 Al 



(51) International Patent Classification'': C12N 9/88, 

GOIN 33/68, C12N 9/10 

(21) International Application Number: 

PC1/GB2003/004104 

(22) InteroaUonal Filing Date: 

26 September 2003 (26.09.2003) 



(25) FiUng Language: 

(26) Publication Language: 
(30) Priority Data: 



English 
English 



0222479.8 



27 September 2002 (27.09.2002) GB 



(71) Applicant (for all designated States except US): PAN- 
THERIX LTD. [GB/GB]; 12 Si. James's Square, London 
SW1Y4GB (GB). 



(72) Inventors; and 

(75) Inventors/AppUcants (for US only): PRIMROSE, 
WUliam, Ure [GB/GBl; PanTherix Ltd., Todd Campus, 
West of Scotland Science Park, Glasgow G20 OX A (GB). 
MACLEAN, John, Kinnaird, Ferguson LGB/GB]; Pan- 
Therix Ltd., Todd Campus, West of Scotland Science Park, 
Glasgow G20 OXA (GB). ALI, Sohall, Tahir [GB/GB]; 
PanTherix Ltd., Todd Campus, West of Scotland Science 
Park. Glasgow G20 OXA (GB). 

(74) Agent: GILL .lENNINGS & EVERY; Broadgatc House. 
7 Eldon Street, London EC2M 7LH (GB). 

(81) Designated States (national): AB, AG, AL, AM, AT, AIJ, 
AZ, BA, BB, BG, BR, BY, BZ, CA, CH, CN, CO, CR, CU, 
CZ, DE, DK, DM, DZ, EC, EE, EG, ES, FI, GB, GD. GE, 
GH, GM, HR, HU, ID, XL, IN. IS. JP, KE, KG. KP. KR, 
KZ. LC, LK. LR. LS. LT, LU. LV, MA. MD. MG. MK, 

f Continued on next page J 



(54) TiUe: CRYSTAL STRUCTURE OF CHORISMATE SYNTHASE AND USES THEREOF 



ON 

m 

On 
O 



O 



(57) Abstract: The invention describes the identification of the struc- 
ture coordinates for the enzyme Chorismatc Synthase. There is a com- 
puter programmed to produce a three-dimensional representation of a 
molecule or molecular complex, wherein the molecule or molecular 
complex comprises a binding domain defined by the structure coordi- 
nates of (a) Arg 39, His 110, Ser 132, Thr 136, Lys 254, Gly 297, Lys 
311, Thr 315, Arg 337 and Asp 339 ; or (b) Ser 9, His 10, Arg 39, Asp 
54, Arg 107, His 1 10. Ser 132, Ala 133, Arg 134, Thr 136, Arg 337 and 
Asp 339. I, or where the molecular complex or binding domain has 
a root mean square deviation of conserved residue backbone atoms of 
less than 2A when superimposed on the relevant backbone atoms de- 
scribed by the structure coordinates of said amino acids. 
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CRYSTAL STRUCTURE OF CHORISMATE SYNTHASE AND USES THEREOF 

Field of the Invention 

The present invention relates to the identification of inhibitors of pathogenic 
organisms for treating bact^al, fiingal and parasitic infections. 
5 Badcground of the Invention 

. Chorismate Synthase (CS) catalyses the seventh and final step in the Shikimate 
biosynthetic pathway. The product of the reaction catalysed by CS is the precursor for 
several biosynthetic pathways, leading to the production of the aromatic amino acids and 
other vital metaboUtes. The Shikimate pathway has been identified ia bacteria, plants, 

IQ fi;ingi and apicomplexan parasites, but is not present in animals. For this reason, enzymes 
of the pathway are well known and validated targets for the generation of anti-infectives, 
anti-fungais and herbicides, and have been proposed as viable anti-parasitic targets, CS 
is particularly attractive as an anti-infective target as it sits at the branch point of the 
Shikimate Pathway, and the product, Chorismic Acid, is the precursor for five distinct 

15 subsequent pathways. Significantly, one of these branches leads to the Folate Pathway. 
The enzymes of the Folate pathway are also absent in animals and several of them are very 
well characterised anti-infective targets exploited by existing anti-infective agents. 

CS catalyses the conversion of 5-Enolpyruvyl-3-Shikimate Phosphate (EPSP) to 
Chorismic Acid (Chorismate), via thei 1,4-anti-elimination of phosphate. The 

20 stereochemistry of this reaction is unique in nature. A fiirther extremely unusual aspect 
of the CS enzyme is the absolute requirement for reduced Flavin Mononucleotide (FMN) 
for activity, the reaction involving no overall change in redox state. Although this 
suggests that the FMN fijlfils a purely structural role, there is evidence that FMN is m fact 
involved in the reaction mechanism (Ramjee et al, J. Am. Chem. Soc, 1991, Vol 113, 

25 p8566-8567; Macheroux et al, J. Biol Chem., 1996, Vol 271, p25850-25858; and 
Macheroux et al, Planta, 1999, Vol 207, p325-334). 
Summary of the Invention 

The present invention is based on the identification of the structure coordinates for 
Chorismate Synthase, in particular the identification of the coordinates for two binding 

30 domains in Chorismate Synthase. 

Agents may be produced, based on the structure coordinates, that will interact with 
either or both of these two binding domains. 
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According to a first aspect of the invention, a computer is programmed to produce 
a three-dimensional representation of a molecule , or molecular complex, wherein the 
molecule or molecular complex comprises a bindmg domain defined by the structure 
coordinates of 

5 (a) Arg 39, His 110, Ser 132, Thr 136, Lys 254, Gly 297, Lys 311, Thr 315, 

Arg 337 and Asp 339 according to Fig. 1; or 
(b) Ser 9, IBs 10, Arg 39, Asp 54, Arg 107, His 110, Ser 132, Ala 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
or where the molecular complex or binding domain has a root mean square deviation of 
10 conserved residue backbone atoms of less than 2A when superimposed on the relevant 
backbone atoms described by the structure coordinates of said amino acids. 

According to a second aspect of the invention, a method for identifying the 
potential of a chemical entity to associate with Chorismate Synthase enzyme comprises the 
steps of: 

1 5 a) applying computational means to perform a fitting operation between the 

chemical entity and the Chorismate Synthase binding domain defined by 
the structure coordinates of either or both of: 

(a) Arg 39, His 110, Ser 132, Thr 136, Lys 254, Gly 297, Lys 311, 
Thr 3 1 5, Arg 337 and Asp 339 according to Fig. 1 ; or 
20 (b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 110, Ser 132, Ala 

133, Arg 134, Thr 136, Arg 337 and Asp 339 according to Fig. 1; 
and 

b) analysing the results of the fitting operation to quantify the assodation. 
According to a third aspect of the invention, a method for identifying a potential 
25 inhibitor/agent which will bind to a molecule compri^g a Chorismate Synthase binding 
domain comprises the steps of: 

(a) udng the atomic coordinates of 

(a) Arg 39, His 1 10, Ser 132, Thr 136, Lys 254, Qy 297, Lys 3 1 1, 
Thr 315, Arg 337 and Asp 339 according to Fig. 1; or 
30 . (b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 

133, Arg 134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
to generate a three-dimensional structure of a molecule comprising a Chorismate Synthase 
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. binding domain; 

b) employing the three-dim^sional structure to design or select the 
inhibitor/agent; 

c) synthesising the inhibitor/agent; and 

5 • d) contacting the inWbitor/agent with the molecule to detennine the ability of 
the inhibitor/agent to interact with the molecule. 
According to a fourth aspect of the invention, there is a crystal of the Chorismate 
Synthase molecule containing the binding domain, of Chorismate Synthase, wherein the 
binding domain has a three-dimensional structure characterised by the atomic structure. 
10 coordinates of Fig. 1. 

Description of the Figures 

The invention is described with reference to the accompanying figures, wherein: 
Figure 1 indicates the structure coordinates of the SpCS-FMN-EPSP complex; 
Figure 2 shows the sequence alignment for Chroismate Synthase firom pathogenic 
15 bacteria, fungi, plants and apicomplexan parasites; 

Figure 3(a) shows the topology of Chorisome Synthase, with a-Helices indicated 
as dark rectangles and p-Sheets as light arrows; and 

Figure 3(b) shows the sequence alignment of four gram +ve (top) and four gram 
-ve (bottom) pathogens with the CS secondary structure elements superimposed, using the 
20 same colour scheme as in figure 3(a) and nunobering based on the sequence of 
S.pneumoniae CS. 

Detailed Description of the Invention 

The invention describes in Fig. 1 the atomic coordinate data for two binding 
domains of Chorismate Synthase. The first binding domain is referred to herein as the 
25 FMN binding domain, due to its interaction vAth the FMN molecule. The second domain 
is referred to herein as the EPSP binding domain, due to its interaction with the substrate 
EPSP. 

In order to use the structure coordinates generated for Chorismate Synthase, it is 
usually necessary to convert them into a threerdimensional representation. This can be 
30 achieved using conventional software that allows 3-dimensional graphic representation of 
molecules to be prepared. Suitable sofhvare packages include: Rasmol, Cerius, Insight, 
Quanta, Sybyl, Molcad, VMD, O. 



wo 2004/029239 PCT/GB2003/004104 

4 . 

In resolving the crystal structure of Chorismate Synthase, it has been found that 
the amino acids 

a) Arg39,Arg45, G!yl09,HisllO, Ala .lll, Serl31, Serl32,Alal33, 
Thr 136, ne 250, Asn 25 1, Ala 252, Phe 253, Lys 254, Met 3 10, Lys 3 11, 

5 ne 3 13, Pro 3 14, Thr 3 1 5, Arg 337, Ser 338, Asp 339, Ala 342, Ala 345, 

Ala 346 and Val 349 according to Fig. 1; 
are within 5 A of the atoms comprising the FMN cofactor, and are therefore considered 
to form part of the FMN binding domain. In addition, residues Asp 240, Phe 294, Glu 
295, Gly 296 and Gly 297 are part of an adjacent monomer and are also within 5 A of the 
10 atoms comprising the FMN cofactor, and therefore also form part of the binding site. 
Furthermore, residue Lys 238 is identified in a water-mediated interaction with the FMN 
phosphate group, and also forms part of the FMN binding domam. 

The amino acid residues that form part of the EPSP-binding domain are 

b) Ser 9, His 10, Arg 39, Arg 45, Arg 48, Met 49, Asp 54, Asp 80, Arg 107, 
15 His 1 10, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Thr 137, Glu 336, 

Arg 337, Ser 338 and Asp 339 according to Fig. 1 . 
It will be readily apparent to those skilled in the art that the numbering of amino 
acids in other isoforms of Chorismate Synthase may be different than that specified herein. 
Corresponding amino acids in other isoforms of Chorismate Synthase may be identified 
20 readily by comparison of the amino acid sequences, for example using commercially 
available homology modeling software packages or conventional sequence alignment 
packages. 

The key amino acids required to define the binding domains are: 

(a) Arg 39, His 1 10, Ser 132, Thr 136, Lys 254, Gly 297, Lys 3 1 1, Thr 3 15, 
25 Arg.337 and Asp 339 according to Fig. 1; or 

(b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Al^ 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1. 

In a preferred embodiment, the binding domain for (a) is fiirther defined by the data 
for the amino adds 

30 (i) Arg 45, Gly 109, Ala 1 1 1, Ser 13 1, Ala 133, Lys 238, Asp 240, lie 

250, Asn 251, Ala 252, Phe 253, Phe 294, Gly 296, Met 310, lie 
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3 1 3, Pro 3 14^ Ala 342, Ala 345, Ala 346 and VaL349 accordinjg to 
Fig. 1; 

and (b) is further defined by the data for the amino acids 

(ii) Arg45,Met49, Asp 80, Ser 131, and Thr 137 according to Fig. 
5 1. 

. In addition, data from conservative amino acid substitutions for any of those amino 
acid residues specified in (i) or (ii), are also within the scope of the invention. 

In a fiirther preferred embodiment, binding domain defined by (a) fiirther comprises 
the data for Ser 339, and/or binding domain (b) ftuther comprises the data for Arg 48, Glu 
IQ 336 and Ser 338. 

Each of the amino acids of Chorismate Synthase is defined by a set of structure 
coordinates shown in Fig. l. The term "structure coordinates" refer to Cartesian 
coordinates derived fi'om mathematical equations related to the patterns obtained by 
dif&action of a monochromatic beam of X-rays by the atoms of a protein or protein ligand 
1 5 complex in crystal form. The diffraction data are used to calculate an electron density map 
of the repeating units of the crystal. The electron density map is then used to establish 
the positions of the individual atoms of the enzyme or enzyme complex. 

It will be apparent to the person skilled in the art that variations in the data set of 
coordinates could define a similar or identical shape. SUght variations in the individual 
20 coordinates wUl have little effect on overall structure. In terms of the binding domains - 
such variations would not be expected to significantly alter the nature of ligands which . 
would bind to those domtuns, nor the afBnity that the ligands have for the domains. 

The variations in coordinates . may be generated by manipulating the 
crystallographic permutations of the stnicture coordinates, firactionalisation of the 
25 structure coordinates, integer additions or subtractions to sets of the structure coordinates, 
inversdon of the structure coordinates or any combination of the above. Alternatively, 
modifications in the crystal , structure due to mutations, additions, substitutions, and/or 
deletions of amino adds, or other changes in any of the componrats that make up the 
crystal could also contribute to variations in the structure coordinates. Further, alternative 
30 crystal forms may exhibit alterations in the intei&ces between molecules. If such 
variations are within an acceptable standard error as compared to the original coordinates, 
the resulting 3-dimensionaI shape is considered to be the same. Various computational 
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analyses may therefore be necessary to determine whether a molecule or the binding 
domain portion of the molecule is sufficiently similar to the Chorismate Synthase binding 
domain described herein. This analysis may be carried put using conventional software 
packages, including the Molecular Similarity application of QUANTA (Acceliys, San 
5 Diego, CA) version Quanta2000, or Isqkab of the CCP4 suite, • 

The Molecular Similarity program allows a comparison between different 
structures, based on superimposing a target structure over the previoudy defined 
structure, using defined atom equivalencies to perform a fitting operation. For the 
purposes of this invention, equivalent atoms are defined as protein backbone atoms (N, 
10 C and O) for all conserved residues between the two structures being comipared. In 
addition, a rigid fitting operation is performed. 

For the purposes of this invention, any molecule or molecular complex or binding 
. domain thereof that has a root mean square deviation of conserved residue backbone 
atoms of less than 2 A when superimposed on the relevant bacld)one atoms described by 
15 the structure coordinates of Fig. 1 , is considered identical. More preferably, the root mean 
square deviation is less than 1 A, more preferably less than 0,5 A. 

The term "root mean square deviation" means the square root of the arithmetic 
mean of the squares of the deviations fi-om the mean. 

The present invention may make use of standard computer hardware and software, 
20 suitably programmed with the structure coordinates Usted in Fig. 1, or those relating to 
either or both of the two binding domains specified above. 

The present invention permits the use of molecular design techniques to identify, 
select and design chemical entities, including inhibitors, agonists or antagonists, capable 
of binding to one or both of the Chorismate Synthase binding domains. The invention is 
25 particularly usefiil in identifying inhibitoiy compounds that can be used to treat pathogenic 
infections. 

The use of computational methods to design compounds that interact with specific 
enzymes is now well established. 

A potential inhibitor may be evaluated by a series of steps in ^^ch various 
30 chemical entities are screened and selected for their ability to associate with one or more 
of the binding domains. Computer programs that assist in this process, of selecting 
chemical entities include: 



wo 2004/029239 



PCT/GB2003/004104 



7 

. 1 . GRID (P.J. Goodford, " AComputationalProcedureforDetemiiiungEne 

Favorable Binding Sites on Biologically Important Macromolecules", J, Med, 
Chem,, 28, pp. 849-857 (1985)). GRID is available from Oxford University, 
Oxford, XJK. 

5 2. MCSS (A. Miranker era/., "Functionality Maps of Binding Sites: AMultiple Copy 
Simultaneous Search Method." Proteins: Structure, Function and Genetics^ 1 1, 
pp. 29-34 (1991)), MCSS is available from Accebys, San Diego, Calif 

3. AUTODOCK (D. S. Goodsell et al, "Automated Docking of Substrates to 
Proteins by Simulated Annealing", Proteins: Structure, Function, and Genetics, 

10 8, pp. 195-20 (1990)). AUTODOCKis available from Scripps Research Institute, 

La JoUa, Calif 

4. DOCK (I. D. Kuntz et al, "A Geometric Approach to Macromolecule-Ligand 
Interactions", J, Mol Biol, 161, pp. 269-288 (1982)). DOCK is available from 
University of California, San Francisco, Calif. 

15 5. Glide - Halgren, Abstr. pap. An^. Chem. Soc, 2000, V220, 83-PHYS part2. 

6. Cerius - Diller & K. M. Merz, Proteins, 2001, Vol 43, pi 13-124; and Jain, J, 
Comp. Aided Molec. Design, 1996, Vol 10, p427-440. 

7. FlexX - Rarey et al, "Docking of hydrophobic ligands with interaction-based 
matching algorithms", Bioinformatics, 1999, 15: 243-250. Available through Tripos 

20 Associates, St. Louis, Mo. 

8. GOLD - Nissink et al. Proteins, 2002; 49: 457-471. Available from CCDC, 
Cambridge, UK. 

On identification of suitable chemical entities, a single compoimd can be assembled 
and tested for efficacy. 

25 An alternative method of identifying a compound or compoimds that associate with 

one or more of the binding domains^ is to use De Novo ligand design methods, for 
example: 

1 . LUDI (H.- J. Bohm, "The Computer Program LUDI: A New Method for the De 
Novo Design of Enzyme Inhibitors", J. Comp, Aid Molec. Design, 6, pp. 61-78 

30 (1992)). LUDI is available from Accdiys, San Diego, Calif 

2. LECffiND (Y. Nishibata et aL, Tetrahedron, 47, p. 8985 (1991)). LECaSND is 
available from -(Tripos), San Diego, Calif 
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3 . LeapFrog (avaflable from Tripos Associates, St. Louis, Mo.). 

4. SPROUT (V. Gillet et al, "SPROUT: A Program for Structure Generation)", J. 
Comput AidedMoL Design, 7, pp. 127-153 (1993)). SPROUT is available from 
the University of Leeds, UK. 

5 5. Rachel - C. Ho "Sophisticated tools for optimization of lead compounds". 
Available from Tripos Associates, St. Louis, Mo. 

6. SKHLGEN - M. Stahl et al "A validation study on the practical use of automated 
de novo design'VCo/?5r72//^/dferfMo/Z>e5. 2002; 16: 459-78. Available through De Novo 
Pharmaceuticals, Cambridge, UK. 

10 Other molecular modeling techniques may also be employed in accordance with 

this invention [see, e.g. N.C. Cohen et al, "Molecular Modeling Software and Methods 
for Medicmal Chemistry, J. Med, Chem,, 33, pp. 883-894 (1990); see dso, M. A. Navia 
and M. A. Murcko, "The Use of Structural Information m Drug Design", Current 
Opinions in Structural Biology, 2, pp. 202-210 (1992); L. M. Balbes et al, "A 

15 Perspective of Modern Methods in Computer-Aided Drug Design", in Reviews in 
Computational Chemistry, Vol 5, K. B. Lipkowitz and D. B. Boyd, Eds., VCH, New 
York, pp. 337-380 (1994); see also, W. C. Guida, "Software For Structure-Based Drug 
Design", Curr, Opin, Struct, Biology, 4, pp. 777-781 (1994)]. 

Compounds designed using computational methods, can then be synthesised and 

20 tested in an w vitro model, to measure their activity. Suitable assays will be apparent to 
the skilled person, based on conventional assays for screening compovmds against the 
Chorismate Synthase enzymes. For example a suitable enzymatic assay may be that 
revealed by Webster et al (GB patent application 0130529. 1). 

The present invention is based on the crystal structure of Chorismate Synthase 

25 from S. pneumoniae. However, isoforms in other miCTOorganisms can also be prepared 
using the same methods, as disclosed in the Examples. 

The following Example illustrates the invention. 
EXAMPLE: Production and purification of wild type and SeMet CS from Streptococcus 
pneumoniae 

30 The SpCS gene was identified based on hs homology to other known CS genes 

and proteins from non-aimotated genomic sequences of S. pneumoniae deposited in the 
public databases. The gene was cloned by firstiy amplifying the relevant region of the iSl 
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pneumoniae genome using the polymerase chain reaction and the DNA firagihent 
corresponding to the amplified SpCS gene cloned into the expression vector pBT22b. 
Protein was over-produced in the E, coli strain BL21 (DE3) usmg methods well known 
in the art. SpCS protein was found to be produced as a soluble, active enzyme. SpCS 
5 protein was purified using a modified protocol based on that published by Horsbixrgh et 
al. Microbiology 1 996; 142(10): 2943-2950. Cells were disrupted in buflfer (BuflFer A: 
50 mM Tris-HCl, pH 7.5, 50 mM KCl, 0.5 mM DTT, 10% glycerol) by sonication and 
d[ebris pelleted by centrifugation. The supernatant wsis applied directly to an anion 
exchange chromatography column (Q-sepharose, purchased fi-om AP Biotech. Ltd) and 
10. bound protein eluted with a 150 - 300 mM KCl gradient in Bufifer A. Fractions were 
collected and those containing SpCS identified by SDS-PAGE and enzyme assay. SpCS- 
containing fi-actions were pooled and applied directly to a Blue-sepharose 4B resin (Sigma 
Chemical Co.) pre-equilibrated with BufiFer A pliis 300 mM KCl. Bound protein was 
eluted with Buflfer A plus 600 mM KCl. SpCS activity was dialysed extensively against 
15 Buffer B (25 mM KH2PO4, pH 7.0, 0.5 mM DTT, 10% glycerol). Cellulose phosphate 
Pll resin (Whatman Ltd) was prepared firesh as per the manufacturer's instructions 
immediately prior to use and pre-equilibrated with Buffer B. SpCS protein was applied 
to the resin and boxmd protein eluted with a 25 - 500 mM gradient of K P04, pH 7,0. 
SpCS fi'actions were pooled and concentrated and finally dialysed into Buffer A plus 50% 
20 glycerol for long-term storage at -20° C. 

Crystallisation of CS fi*om £ pneumoniae. Crystal structures were prq>ared under two 
different crystallising conditions, resulting in a total of four crystal forms, 
(i) CS fi*om S, pneumoniae was crystallised by hangingHlrop vapour difiSisioa 2 
microlitre drops of CS complex solution (10 mg/ml in IQmM Tris pH 7.5, ZmM 
25 EDTA, 0.5mMDTT, 2mN! FMN, ImMEPSP) were mixed witli an equal volume 

of reservoir buflfer (9% PEG 8000 (w/v), lOOmM HEPES pH 7.5, 10% Ethylene 
Glycol). 0.2 microlitres of a 250 mM solution of NCO was then added and the 
drops were incubated at a constant 23 °C. Monoclinic crystals (space group P21) 
with ^=81.059, b^l24.582, o=85.163,beta=115.15 degrees, grewwithm 1 week. 
30 Wild type and SeMet samples gave crystals m identical conditions. Orthorhombic 

crystals(spacegroupP212121)witha'=8S.62A,b=125.29A,c=148.15Awerealso 
obtained using these conditions, and both crystal forms were obtained fi'om the 
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same drops. 

(ii) CS from S. pneumoniae was crystallised by hanging-drop vapour difEusion: 2 
microlitre drops of CS complex solution (10 mg/ml in lOmM Tris pH 7.5, 2niM 
EDTA, 0.5mM DTT, 2mM FMN, ImM EPSP) were mixed with an equal volume 
5 ofreservoir buffer (36% PEG400(v/v), 100mMNa/KPO4pH6.2,200mMNaCl). 

The drops were incubated at a constant 23**C; Orthorhombic crystals (space 
group P21212) with a=92.92A, b=122.32A, c=72.72A, grew within 1 week. 
Monoclinic crystals (space group P21) with a=83 . 8 1 A, b=96.02A, c=13 1 .96A and . 
beta=108. 1 1 degrees were also obtained using these conditions, and both crystal 
10 forms were obtained from the same drops. 

Structure solution and refinement. 

All data sets used to solve the SeMet CS structure were collected at ESRF, 
Grenoble, France, using a Mar charge-coupled detector, and were processed and reduced 
using programmes of the HKL and CCP4 suites. . A three wavelength MAD 
15 (Multiwavelength Anomalous Dispersion) dataset was coUected to 2:7A, and a high 
resolution dataset was collected to 1 .9A. In both cases the crystals were monoclinic, and 
grown from condition (i) as described above, 30 of 48 Selenium atom positions were 
identified using Shake'n'Bake (SnB), and programs of the CCP4 suite were used to locate 
the remaining Selenium atom positions, refine these atomic parameters and to generate 
20 MAD phases. Initial maps were of sufiBcient quality to determine matrices describing the 
Non-crystallographic symmetry (NCS) within the crystal. A combination of solvent- 
flattening, phase extension and four-fold NCS averaging using the program DM produced 
traceable maps with a mean Figure of Merit (FOM) of 0.77 to 2.0A resolution. 

The protein model was constructed using iterative cycles of model building 
25 (Quanta) and refinement (REFMAC). NCS restraints were initially applied but were 
relaxed as it became apparent that there were differences between NCS-related molecules. 
Progress of the refinement was monitored using the Free R-value. The final model 
contains all 388 residues of each of four monomers. All protein atoms ore well defined in 
electron density. Each ofthe four active sites contains FMN and EPSP. In addition, two 
. 30 other FMN molecules have been identified bound to the surface of the protein. The final 
model also contains seven Ethylene Glycol (ETC) molecules, nine Hexaanomine Cobalt 
(m) chloride (NCO) molecules, four sodium ions and 192S water molecules. The 
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factor of the refined model is 15.69% (RjGree = 22.24%) and the geometry of the mcwld 
has been verified using PROCHECK Table 1 summarises the ciystallographic data sets . 
that were used to solve the CS structures described herdn. 
Table 1 



Data set 


Resolution 
(A) 


Wavelengt 
h(>.) 


Completenes 
s (%) 


Rmerge 
(%) 


SpCS SeMet peak 


• 2.5 


0.9755 


99.6 


4.9 


SpCS SeMet muection pt 


2.5 


. 0.9790 


99.5 


5.2 


SpCS SetMet remote 


2.8 


0.8855 


99.6 


3.7 


SpCS high resolution 
ternary 


2.0 


0.9788 


99.9 


5.7 


SpCS CMIP inhibitor 


2.0 


0.9780 


96.6 


10.0 


SPCS CMSPP inhibitor 


2,6 


1.5418 


99.0 


14.0 


SpCS CPCD inhibitor 


2.6 


0.9792 


99.9 


12.8 


SpCS BSACB inhibitor 


2.3 


. 1.5418 


- 95.0 


11.3 


EfCS ternary 


2.7 


0.9340 


99.0 


7.6 


DfCS qpo 


2.0 


0.9780 


95.9 


3.2 


HiCS^ 


2.05 


0.9780 


96.4 


5.3 



EflCS and HiCS represent Chorismate Synthase firom Enteroccoccus faecalis and 
20 Haemophilus influenzae respectively 

Structure of SpCS/inhibitor complexes derived from SpCS crystals soaked with four 
distinct CS inhibitors 

Complex structures were derived for the CS inhibitors 5-carboxymethoxy- 
25 isophthahc acid (CMIP), 4-carboxymethylsulphonyl-pyridine-2,6-dicarboxylic acid 
(CMSPD), 4-(4-carbamoyl-phenoxy)-3-cyano-benzoic acid (CPCD) and 
benzenesuIphonylamino-5-((E)-2-carboxyvinyl)-benzoic acid (BSACB). 

SpCS-inhibitor Soak data sets were collected at Daresbury Laboratory, 
Warrington, UK, using an ADSC quantum4 charge-coupled detector, or in-house using 
30 a Rigaku/MSC RaxisIV++ imaging plate and were processed and reduced using 
programmes of the HKL and CCP4 suites. The protein structure was solved by Molecular 
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Replacement using AmoRe, and initial electron density maps showed dearly that, the 
inhibitors were present at the EPSP ^e in each case. A representation of the inhibitor was 
buih using Cerius2 and was fitted into the electron density. Iterative oycles of model 
building (Quanta) and refinement (REFMAC) for both protein and inhibitor resulted in the 

5 filial model. Residues 47-51 were not well defined by the electron density and 
consequently have been omitted fi-om the protein model for each complex. Therefore, for 
eadi inhibitor, the final structure contains 383 of 388 residues for each of the four 
monomers within the asymmetric unit, as well as four FMN molecules and four inhibitor 
molecules. Table 2 simimarizes the refinement statistics for each of the CS complexes. 

10 Table 2 



Inhibitor 


initial Rf 


InitiaiRfree 


FinalRf 


Final Bfree 


CMIP 


33.0 


32.8 


16.1 


24.7 


CMSPD 


35.3 


35.9 


20.3 


28.9 


CPCD 


32.9 


32.8 


. 23.7 


30.5 


BSACB 


29.7 


29.8 


20.8 


25.4 



Three-dimensional structure of Chorismate Synthase-FMN-EPSP complex. 

The structure of SpGS shows the tetrameric arrangement of monomers. Within 
each tetramer, there are two intimately associated dimers, which pack together much less 

20 tightly to give the overall tetrameric assembly. The monomeric structure of SpCS has 
been compared with the three-dimensional structures of related (FMN-binding and FAD- 
binding) and unrelated protdns, and no significant structural homologies have been 
observed. The overall fold of SpCS is therefore imique with respect to all known 
structures, and accurate modelling of the three-dimensional coordinates of CS would have 

25 been impossible fi*om the sequence alone. 

The SpCS monomer consists of a single large core domain, which is surrounded 
by various loops and discrete stretches of secondary structure. This domain consists of 
an internal layer of four long alpha helices, flanked on either side by four-stranded beta- 
sheets. Beta-alpha-beta secondary structure arrangements are very uncommon and only 

30 a few are described in the SCOP database of standard protein fold classifications (Murzin 
et al, J. Mol. Biol, 1995; 247: 536-540). 
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1) Secondary Structure definitions. 

Beta-sheet 1 includes the N-terminus of the protein, and consists of beta-strands 
Bl, B2, B7 and B4 in an anti-parallel arrangement (see Figure 3 for definition of 
secondary structure elements). The central helix layer consists of helices Al, A2, A6 and 
5 A5, arranged up-down-down-up. The second beta-sheet is also anti-parallel, and consists 
of strands B8,B10,B14 and B 1 1 . The FMN-bmding site is at the mterface between beta- 
sheet 2 and one end of the helix layer. At this point the four helices diverge to leave a 
small hydrophobic pocket which is part of the binding site for the FMN isoalloxaane ring 
system. The remainder of the FMN and EPSP-binding sites are formed by beta-sheet 2 
10 and several loops lacking defined secondary structure. The active site is described in more 
detail below. 

2) Description of dimer and tetramer interfaces. 

The major SpCS dimer is quite elongated in shape, but nevertheless it appears to 
be tightly associated. The major feature of the dimerisation interface is the extension of 

1 5 beta-sheet 2 firom each monomer into an eight-stranded anti-parallel beta sheet. The two 
beta sheets come together at strand B 1 1 , providing four good hydrogen bonds, but there 
are many other strong interactions at the dimer interface. The only other secondary 
structure element which is heavily involved in stabilisation of the dimer is helix A5, which 
sits directly below Bl 1 in the monomer. This pair of symmetry-related helices pack 

20 together along then* length at the interface, and while they do not form any specific 
hydrophilic interactions they bury a considerable amount of hydrophobic sur&ce when 
they interact. Several other regions of the structure are involved in dimerisation, notably 
loops between BS and AlO, and between Bll and B14, which extend out firom the 
monomer and pack against the dimer partner. Although there are many strong hydrogen- 

25 bonding interactions, there is only one possible salt-bridge at the dimer inter&ce - Lys 23 Si 
of one monomer interacts (via water) with the phosphate portion of the active site FMN 
molecule fi*om its neighbour. 

The major component of the tetramerisation interface is beta sheet 1 firom each 
monomer. This sheet is involved in a beta-sandwich type interaction with the equivalent 

30 portion of an adjacent dimer. In addition, there are loops on either side of this sheet which 
are also involved in the dimer-dimer interaction, most notably the loop between strand B7 
and helix A2, and the short beta sheet formed by strands B3, BS and B6. Although much 
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of this inter&ce is hydrophobic, there are several significant hydrogen-bonding 
interactions, and two strong salt-bridges which are clearly important to the integrity of the 
tetramer. Arg 1 3 and Asp 75, which are adjacent on one monomer and cldse to one of the 
non-crystallographic symmetry axes, form salt-bridges with the respective NCS-related 
5 residues on the second monomer. These bonds appear to be strong, based on the inter- 
residue distances and on the directionality of the interaction. There are further ion-pair 
interactions between Arg 63 and Asp 123, and Arg 120 and Asp 372. 
3) Active site definition. 

Within the ternary crystal structure, the enzyme is present in two distinct states, 

10 which are here designated the "open" and "closed" forms. In the "open" form,, a portion 
of the active site is solvent-accessible, while in the "closed" form neither of the ligands at 
the active site is accessible to solvent. These differences can be ascribed purely to the 
motions of several of the loops surrounding the active site. Therefore while the "closed" 
form must approximate to the transition state conformation of the protein, the ^^'open" 

15 form can be considered to be a snapshot of an active site near the beginning or end of the 
reaction cycle, allowing either entry of substrate or departure of products fi^om the active 
site. As both conformations are accessible to the protein, both are therefore valid targets 
for the identification of potential inhibitors or agents by the methods claimed. 

Although CS binds both a substrate and a cofactor, these two ligands are tightly 

20 associated with each other, and the enzyme can be considered to have a single active site 
or ligand-binding site. The EMN molecule is buried deep within the enzyme, and EPSP 
binds on top of the remaining exposed portion of the isoallpxazine ring system, completely 
burying FMN. For this reason, each of the two ligands forms part of the binding site:for 
the other. 

25 As described above, one end of beta-sheet 2 provides a flat, fairiy hydrophobic, 

surfice against which the FMN isoalloxazine ring system piicks. The ribityl portion of 
FMN is well buried, sandwiched between three loops which provide interactions with the 
FMN hydroxyl and phosphate groups. In the monomer, the FMN phosphate is solvent 
accessible, but this group is completely buried on dimerisation. The FMN phosphate is 

30 coordinated by three Lysine residues, Lys 311, Lys 254 (via water) and Lys 238 (via 
water), and has close contacts with main-chain nitrogen atoms of Gly 296 and Ala 252. 
The interactions with Lys 23 8 and Gly 296 may be particularly significant as these residues 
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.belong to the adjacent molecule within the major dimer, and hence they contribute to. 
stabilisation of the dimer. 

Although the FMN has been described as well buried in the structure of the CS 
dimer, there are a considerable number of solvent molecules close to both the phosphate 

5 and ribityl. regions of FMN. These water molecules are discrete and well-ordered, and 
many mediate interactions between FMN and CS, while a few also coordinate EPSP. 
• FMN oxygens 05* and 04* are surrounded by several solvent molecules, and neither 
makes any direct interactions with the protein. Oxygen 03* also makes no interactions 
with CS, but is involved in a strong intramolecular hydrogen bond with one of the FMN 

10 phosphate oxygens, which is likely to stabilise FMN in the conformation present in the 
active site. Oxygen 02* is the only FMN atom which makes a direct interaction with 
EPSP - there is a hydrogen bond between 02* and one of the oxygens of the EPSP 
carboxylate. 02* also coordmates the side-chain nitrogen of conserved residue Asn 251, . 
In contrast to the remainder of the FMN molecule, the isoalloxazine ring system 

15 makes few specific interactions with CS, but nevertheless it helps to bury a considerable 
area of hydrophobic surface. Unusually for an FMN-binding protein, there are no pi- 
stacking interactions between protein and FMN; instead the binding surface for the 
isoalloxazine rings is formed by small hydrophobic residues Ala 342, Ala 346, Ala 252, lie 
3 13 and Met 3 10. This may help the protein to accommodate FMN in the reduced state^ 

20 in which the isoalloxazine system is proposed to bow slightly around the two central 
nitrogen atoms; 

Interactions made by the pyrimidinedione portion of the isoalloxazine ring system 
are affected by the conformations of active site loops which determine whether the protein 
is in the "open" or "closed" state. The catalytic histidme residue KBs 1 10 is close to both 

25 Nl and 02 of FMN m the "open" state, and appears to be hydrogen-bonded to 02 in the 
crystal structure. However, in the "closed" state, the histidine side-chain moves relative 
to FMN and no longer interacts. The movement of His 1 10 is correlated with a change 
in conformation of the loop between residues Pro 314 and Leu 320, which results in 
residue Thr 3 15 coming considerably closer to FMN in the "closed" form. FMN02is 

30 3.4A from 315 N in the "open" form, but the main-chain nitrogen makes a stronger 
hydrogen bond in the "closed" fprm and is just 3.1 A from 02. In addition, the 
conformation of the ^de chain of Thr 3 15 changes, allowing the side-chain hydroxyl to 
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also make a hydrogen-bonding interaction with p2 of FMN. 

The change of conformation of the loop containing Thr 315 is associated with a 
concerted change in the conformation of the loop between residues Tyr 33 1 and Pro 340. 
In the "open" form, residues from this loop are involved in protein-FMN interactions, but 

5 each of these is mediated, by solvent. Two water molecules make strong hydrogen bonds 
to N3 and 04 of FMN, and are also hydrogen-bonded to the side-chains of residues Ser 
338, Asp 339 and Arg 45. In the "closed" form, the positions of several of the residues 
between 331 and 340 change considerably, and the loop moves closer to the FMN 
molecule, displacing the two water molecules bound to N3 and 04 of FMN. • 

10 Consequently, both N3 and 04 of FMN make direct interactions with the protein when 
CS is in the "closed" form, which will impart considerable binding energy. The main chain 
of Asp 339 moves by over 1 .7A to allow a hydrogen bond from FMN 04 to the main 
chain nitrogen of residue 339. There is a more pronounced shift of almost 3 A m the 
position of Ser 338, resulting in the side-chain oxygen of this residue sitting within 0.6A 

15 of the position of one of the water molecules displaced from the "open" form, and making 
a hydrogen bond to FMN N3. 

The remaining FMN heteroatom is N5, which does not make aiiy direct interaction 
with the protein, but is hydrogen-bonded to a water molecule in both "open" and "closed" 
forms of the enzyme. In each case the solvent molecule is also hydrogen-bonded to both 

20 Arg 45 and Asp 339. In addition to this interaction, N5 sits almost directiy under C2 of 
EPSP, and is poised to abstract the pro-R hydrogen atom which points down towards h. 
Asp 339 acts as a base to deprotonate N5 of FMN, thus fiicilitating the removal of the 
C6-pro-R proton from EPSP. The separation of atoms N5 and C2 is 3 .5 A in both "open" 
and "closed" forms of CS. 

25 Although EPSP makes jiist one interaction with FMN, there are extensive 

interactions betweenEPSP and the enzyme. The enol-pyruvyl moiety is particularly tightiy 
bound, with three conserved Argjuiine residues forming an enclosed binding site. There 
is a strong salt-bridjge interaction with Arg 39, withN-O separations of 2.6A (NHl - O20) 
and 2.9A (NH2 - 019). In addition, there are further strong hydrogen bonds from O20 

30 to Arg 45 NH2 (2.7A) and from 019 to Afg 134 NHl (3.1 A). These residues and others 
in the immediate environment form a tight pocket within which the pyruvyl moiety fits 
snugly. Ol 5 of EPSP makes an additional interaction with NH2. of Arg 45, and the vinyl 
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. group is surrounded by the aliphatic portions of Arg 134 and Arg:48. 

The interactions of the second carboxyl group of EPSP have akeady been 
described. There is a hydrogen bond to 02* of FMN, and also an interaction with His 1 10 
("closed" form) or with a solvent molecule which is also bound to IBs 110 ("open" form). 
5 There is one other interaction - in both forms of the enzyme there is a water-mediated 
interaction between EPSP 08 and NHl of conserved Arg 107. This residue is held in 
place by an interaction with Asp 112 (both residuescompletely conservpd) and its position 
is identical in both "open" and "closed" forms. 

021 of EPSP appears to make little contribution to binding. It makes a single 

10 . water-mediated interaction with the side-chain of Asp 339, the position of which is 
affected very little by the change in conformation of adjacent residues. 

In contrast, the binding of the phosphate group of EPSP is influenced to a much 
greater extent by the conformation of the loop between residues 331 and 340. In 
particular, the guanidinium portion of Arg 337, which sits at thp apex of the loop, interacts 

1 5 strongly with the EPSP phosphate when in the "closed" conformation, but is displaced by 
almost lOA away from the active site in the "open" conformation^ In both forms, the 
phosphate group is liganded by the side-chains of Hs 10 and Arg 48. In the "open" form, 
the phosphate makes no further interactions with the protein, and is surrounded by a 
nuniber of solvent molecules. However^, in the "closed" form, the phosphate makes direct 

20 hydrogen bonds to both the mam chain carbonyl and the guanidiniimi group of Arg 337, 
this latter a strong salt-bridge interaction. The interaction with the caibonyl of Arg 337 
necessitates a proton on the phosphate oxygen, and allows the likely protonation states of 
the remaining phosphate oxygen atoms to be assigned. 010 of EPSP shows a strong H- 
bond to a water molecule in both "open** and closed forms of the active site. This water 

25 is additionally coordinated by the sidechains of the completely conserved Serine residues. 
Ser 9 and Ser 132. Its position, allied to the &ct that it is very tightly bound (low B 
fiictor), suggests a possible role in the catalytic mechanism. It interacts directly with O.10 
of EPSP, and as it makes the only strong H-bond with this atom, it is likely to be involved 
in stabilising the partial negative charge that will build up on 0 10 as the bond between it 

30 and CI lengthens, and ultimately is broken. This water molecule is conserved in the 
inhibitor structures, except for the BS ACB structure in which it is displaced by one of the 
inhibitor oxygens, and again is very well-ordered in relation to adjacent solvent by 
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comparison of temperature factors. The positions of several other water molecules are 
conserved in each of the CS crystal structures, and therefore define a number of interaction 
points for potential inhibitors, as demonstrated by the displacement of one of them by a 
carboxylate oxygen in the SpCS-CMSPD structure. 
5 Inaddition, EPSP makes water-mediated hydrogen bonds with a number of other 

main and side-chain atoms, including the side chain of Arg 101; . The side chain 
conformation of this residue changes considerably betwem the two fpmis of the ^izyme 
in order for this interaction to be possible. 

4) Three-dimensional structure of Chorismate Synthase-FMN-CMIP complex. *^ 

10 The structure of CMEP bound to the complex of SpCS and FMN was d^ermined 

to 2.0A resolution. An overlay of the protein coordinates fi'om the CMIP and ternary 
structures showed that there were few significant diflferences between them. The most 
significant of these was the absence of the "open" form of the SpCl active site in the 
inhibitor-boimd structure. This has subsequently been demonstrated to be a consequence 

15 of the orthorhombic symmetry of the inhibitor structure, as opposed to the monoclinic 
symmetry of the ternary structure. Crystal contacts, present in the monoclinic form but 
not m the orthorhombic form, are responsible for the presence of the "open" form of the 
active site in the ternary structure. Thus each of the four monomers within the SpCl- 
FMN-CMIP structure has the "closed" conformation at the active site. Coniparison of the 

20 Ca positions of the "closed" forms of both ternary and inhibitor structures shows they are 
essentially identical, with an RMSD of 1 .2A. Although the protein backbone follows the 
same path in each case, there are differences in sidechain positions due to the absence of 
the EPSP phosphate group in the inhibitor structure. When the phosphate group is 
present, it makes a number of interactions (as described above), which cannot be fiilfilled 

25 in the inhibitor structure. In particular, the sidechain of Arjg 337, which is critically 
involved in coordination of the EPSP phosphate; adopts a very different conformation in 
the inhibitor structure. The other r^on in which there are differences which have a 
significant effect on the active site is the loop between residues Tyr 43 and Glu 52, which 
has a heUcal conformation in the teniaiy structure. Five residues at the centre of this loop 

30 - Gly 47 to He 51 - were impossible to place in the electron density for the inhibitor 
structure, but fi-om the positions of the residues on either side of the missing ones it is 
clear that this loop does not occupy the same region of space as in the ternary structure. 
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This is also a consequence of the absence of the phosphate group of EPSP - Arg 48 at the 
apex of the 'missing* loop is another residue which makes a strong hydrogen-bond 
interaction with the phosphate group, and it is therefore likely that this interaction is 
required in order to tie this loop into the helical conformation. Although five residues are 

.5 missing fi'pm this loop, it is clear fi'om the positions of those residues which it has been 
possible to fit, that the loop (firom Tyr 43 to Glu 52) has flexed out of the active site, and 
therefore increases the space which is available at the EPSP site, specifically at the 021 
(hydroxyl) and C17 (vinyl) positions as well as that of the phosphate. Bach of the other . 
SpCS-inhibitor structures has also been determined in this orthorhombic crystal form, . 

10 therefore only the closed form of the active site is present in each structure. The structural 
- differences outlined above for the CMIP structure are also observed for each of the other 
inhibitor structures described below. 

, CMIP mimics each of the interactions made by the two carboxyl groups of EPSP. 
When the protein coordinates from the ternary and CMIP structures are overlaid, the 

15 positions of the oxygen, atoms of the two carboxylate groups from each ligand 
superimpose almost exactly. Both EPSP and CMIP possess two carboxylate groups 
separated by a five atom chain in a trans configuration, and this simple motif appears to 
be a major determinant of the binding of each molecule. One difference however, is that 
in EPSP the majority of the five linker atoms, and all of those within the EPSP ring, are 

20 saturated and are sp3 hybridised. In contrast, three of the five linker atoms in CMIP come 
from the phenyl ring, and therrfore the majority of the linker in this case is unsaturated and . 
sp2 hybridised. Although the caiboxymethoxy chain has two sp3 hybridised atoms, these 
are almost coplanar with the inhibitor phenyl ring. The inhibitor, therefore, represents a 
second method of placing the two vital carboxylate groups in the appropriate positions to 

2S make the interactions corresponding to those ofEPSR Lackirig the saturated ring system, 
of BPSP, and the subsequent kink at C5, the mhibitor compensates with an almost plankr 
system in which several of the bonds within the five atom linker are shorts than those in 
EPSP itself. Despite this, the distance between the carbon atoms of the carboxylate 
groups in CMIP (7.2A) is slightly longer than in EPSP (7.0A) - this suggests that there is 

30 the potential to improve the a£5nity of the inhibitor by shortening this distance. 

While.the two carboxylate groups therefore overlay well, the remainder of the two 
molecules do not. Their central rings occupy quite different regibns of the active site. 
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Specifically, while the carboxylate which sits above FMN and iixteracts with His 1 10 in 
EPSP is the one vsdiich is directly attached to the central ring, the corresponding 
mteraction in the inhibitor structure is made by the caiboxylate which is not directly 
attached to the phenyl ring. The central rings of the two ligands therefore do not overlap 

.5 at all. The central ring of the inhibitor sits considerably fiirther out of the plane of the 
FMN rings than EPSP, and therefore comes into van der Waals. contact with the main 
chain atoms of Ala 133 and Arg 134, as well as packing against the aliphatic portion of the 
sidechain of Arg 134. EPSP, in contrast, has a central ring which kinks in such a way as 
to place several atoms (CI, C6 and pendant hydroxyl oxygen 021) close to the plane of 

10 the FMN rings. This does not bring these atoms close enough to the protein for any direct 
interactions, as discussed above, but it does bring EPSP closer in space to Arg 45 and Asp 
339, both of which interact with 021 via a water molecule. 

Although CMIP exhibits a 1,3,5-substitution pattern on a central six-membered 
ring, analogous to that seen in EPSP, the remaining substituent (5-carboxylic acid) does 

1 5 not come close to overlapping the corresponding moiety in EPSP (the phosphate group). 
Instead, the 5-carboxyUc add of CMIP sits approximately in the position of the 
guanidinium group of the Arg 48 sidechain. As ah*eady discussed, this prevents this region 
of the protein fi-om adopting its ternary conformation, but also has the effect that the 
inhibitor is unable to fijlfill any of the interactions which are made by the EPSP phosphate . 

20 group. Despite the fact that the protein is in the "closed" conformation, the residues on 
the "lid" are too remote firom and have incorrect orientations relative to the 5-caiboxylate 
of the inhibitor to be able to make any interactions. There is therefore slightly more space 
in this region of the active site in the inhibitor structure, and this space is filled by solvent 
molecules, several of which make strong interactions with the Srcarboxylate. There are 

25 also a number of solvent molecules whose positions are conserved in both crystal 
structures. Of particular interest is the water molecule which mediates the interaction 
between Ser 9, Ser 132 and OlO of EPSP, which has been discussed previously. 
S) Three-dimensional structure of Chorismate Synthase-FMN-CMSPD complex. 
The structure of CMSPD boimd to the complex of SpCS and FMN was 

30 deterinined to 2.6A resolution. An oveilay of the protein coordinates fi-om the CMSPD 
and ternary structures shbwed that there were few significant diflferences between them. 
Comparison of the Calpha positions of the ternary "closed" form with that of the CMSPD 
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structure showed they are essentially identical, with anRMSD of 0.62 A. As was the case 
for the CMIP structure, five residues between Gly 47 and lie 51 were impossible to place 
in the electron density for the CMSPD structure. It is clear from the positions of 
surroun^g residues which it has been possible to fit, that the loop bearing those residues 
5 (from Tyr 43 to Qlu 52) has flexed out of the active site, and therefore increases the space 
which is available at the EPSP site, specifically at the 021 (hydroxyl) and C17 (vinyl) 
positions as weU as that of the phosphate. • 

CMSPD mimics the interactions made by the carboxylate . groups of EPSP, in a. 
similar way to CMIP. Once again, when the protein coordinates from the EPSP, CMIP 

10 and CMSPD complexes are overlaid, the positions of the oxygen atoms of the carboxylate 
groups from each ligand superimpose almost exactly. Both CMOTD and CMIP possess 
two carboxylate groups separated by a five atom chain in a trans configuration, and this 
simple motif appears to be a major determinant of the binding of each molecule. In 
contrast to the binding mode of CMIP, the position of the central phenyl ring of CMSPD 

15 is closer to that of EPSP when each of the ligands is overlaid. In CMSPD, it is the benzoic 
acid carboxylate which interacts with FMN 02 and the sidechain ofHis 110. The pendant 
thio-acetate group mimics the conformation of the enol-pyruvate moiety in EPSP, making 
similar interactions with the sidechains of Arg 39, Arg45 and Arg 134. In contrast with 
. CMIP, the remaining caiboxylate group sits in a position close to that occupied by the 

20 phosphate group of EPSP, This allows a hydrogen bond between the carboxylate group 
jand the sidechain of EQs 10, as well as a water-mediated interaction with Arg 107. The : 
formation of these extra interactions appears to be the reason for the difference in binding 
modes of CMIP and CMSP. 

6) Iliree-dimensional structure of ChorisnmteSynthaserFMN-CPCDcompl^^^ 
25 The structure of CPCD boimd to the complex of SpCS and FMN was detennmed 

to 2.6A resolution. An overiay of the protein coordinates from the CPCD and ternary 
structures showed that there were few ^gnificant differences between them. Comparison 
of the Calpha positions of the "closed" forms of both ternary and CPCD structures shows 
they are essentially identical, with an RMSD of 1. 15 A. As in the CMIP structure, five 
30 residues between Gly 47 and lie 5 1 were impossible to place in the electron density for the 
inhibitor structure. The movement of this loop away from the active site creates additional 
space in the region occupied by the phosphate group of EPSP in the ternary structure. 
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which is exploited in the binding of CPCD. 

CPCD differs from CMIP and CMSPD in possessing just a single carboxylate 
group. It is this benzoic acid that mimics the interactions with 02 of FMN and the 
sidechain of His 1 10. In contrast with EPSP and the other inhibitors, CPCD uses a cyauo 
5 fimctionality to interact with Arg 39. Cyano is a poor mimic for a carboxylate group iii 
this position as it forms just a single hydrogen bond with Arg 39, in contrast to the four 
hydrogen bonds formed by EPSP (two with Arg 39, one each with Arg 45, Arg 134). 
CPCD also differs from CMIP and CMSPD in possessing a Unk to a second phenyl ring, 
making the molecule longer, with the consequence that CPCD extends considerably ferther . 

1 0 out of the active site than the other inhibitors. Although the ether oxygen of CPCD makes 
no direct interactions with the protein, the terminal carboxamide forms a hydrogen bond 
withNE of the fiilly conserved Arg 337, and also makes water-mediated interactions with 
main chain carbonyls of Arg 45 and Gly 47. Although the carboxaihide is extending out 
of the active site towards regions of the protein that are not folly conserved, the observed 

15 interactions are with mainchain atoms whose positions are restricted, or with conserved 
sidechain atoms. In this structure, the sidechain of Arg 337 has moved slightly from its 
position in the EPSP structure in order to make the observed hydrogen bond with the 
carboxamide oxygen. While the replacement of the second carboxylate with a cyano 
group reduces the number of interactions made .by the inhibitor at the common interaction 

20 points, the overall shape fit of CPCD and the extra interactions made by the carboxamide 
group compensate for this. 

7) Three-dimensional structure of Chorismate Synthase-EMN-BSACB complex. 

The structure ofBS ACB bound to the complex of SpCS and FMN was determined 
to 2.3 A resolution. An overlay of the protein coordinates from the BSACB and ternary 

25 structures showed that there were few significant differences between them. Comparison 
of the Calpha positions of the "closed" forms, of both ternary and BSACB structures 
shows they are essentially identical, with an RMSD of 0.67A. As in the other structures, 
the absence of iSve residue between Gly 47 and He 51 ^eates additional spage in the 
region occupied by the phosphate group of EPSP in the ternary structure, which is 

30 exploited by BSACB. 

BSACB possesses two carboxylate groups, which mimic the interactions made by 
the two carboxylates of CMIP, CMSPD and EPSP. The binding mode is similar to that 
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. of CMIP, the interaction with Arg 39 being made by the benzoic add moiety, while the 
carboxylate of the cinnamic add moiety makes the interaction with 02 of FMN and the 
sidechain of His 1 10. The sulphonanoide linker group is positioned close to the location 
of the EPSP phosphate group in the ternary structure, although it does not make any 
5 interactions with the corresponding residues. However, one of the sulphonamide oxygen 
atoms sits in a position that is occupied by a conserved water molecule in the EPSP 
structure. This water molecule is coordinated by Ser 9 and Ser 132, and also interacts 
withOll ofEPSP. The second phenyl ring ofBSACB lacks the functionality to make any . 
further specific interactions, but provides a complementary shape fit with the surface of 

10 the active site. 

8) The use of Molecular Replacement to solve a novel CS structure. 

The method of Molecular Replacenient was used to determine the three- 
dimensional coordinates of CS fi"om each of the paihogomchactensiEnterococcusfqecalis 
emdHaemophilus influenzae. The crystd structure coordinates of CS from Streptococcus 

IS pneumoniae were used as a starting model iii order to determine approximate phase 
information. Said phases were used in the determination of electron density maps, which 
were treated as described above. The differences (both isequence and structural) between 
these new Chorismate Synthases and the starting model were apparent fi'om these maps, 
allowing the accurate determination of the three-dimensional coordinates of EfCS and 

20 HiCS. 

Definition of the CS active site: 

The residues con^osing the CS active site can be divided into two groups. First, 
there are the residues which are involved in contacts between the protein and FMN (the . 
TMN-binding site^. Second, there are the residues which are involved in contacts 

25 between the protdn and EPSP (the !EPSP-binding site*). There is some overlap in the. . 
content of these two sites, although they are largely diistinct. There are additional 
interactions between the ligand at the FMN-binding site (FMN) and the ligand at the 
EPSP-buiding site (EPSP, CMIP CMSPD, CPCD or BSACB), and therefore each ligand 
can be considered to comprise part of the binding site of the other. In the structures of the 

30 inhibitor complexes described above, the inhibitor molecule is accommodated within the 
EPSP-binding site, and makes interactions only with residues which have been implicated 
in the binding ofEPSP by the CS-FMN complex. Comparison ofthe structures of SpCS, 
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EfCS and HiCS has shown that the active sites of each of these proteins are the same, and 
that the positions of the residues comprising the FMN>-binding site and the EPSP-binding 
site are essentially identical. . 

The FMN-binding site comprises residues from two monomers, related by the tight 
5 dimerisation interaction. Specifically, the residues Arg 39, Arg 45, Gly 109, His 110, Ala 
. .1 1 1, Ser 13 1, Ser 132, Ala 133, Thr 136, He 250, Asn 251, Ala 252, Phe 253, Lys 254, 
Met 310, Lys 311, lie 313, Pro 314, Thr 315, Arg 337, Ser 338, Asp 339, Ala 342, Ala 
345, Ala 346, Val 349 fi-om the monomer to which the FMN is boimd are within 5 A of the 
FMN atoms and therefore can be considered to form part of the binding site. In addition, 

10 residues Asp 240, Phe 294, Glu 295, Qy 296, Gly 297 fi-om an adjacent monomer are also 
within 5 A of FMN and form part of the binding site. In addition, residue Lys 238, also 
from the adjacent monomer, is more than 5A from FMN but is involved in a water 
mediated interaction with the FMN phosphate group, and therefore must also be 
considered to be a part of the FMN-binding site. As stated above, EPSP itself also forms 

15 part of the FMN-binding site. 

The EPSP-binding site is displaced from the dimerisation interface relative to 
FMN, and therefore comprises residues from only the monomer to which the hgands are 
directly bound. Specifically, residues Ser 9, His 10, Arg 39, Arg 45, Arg 48* Met 49^ Asp 
.54, Asp 80, Arg 107, His 110, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Thr 137, Glu 

20 336, Arg 337, Ser 338, Asp 339 are within 5A of EPSP in the closed form of the active 
site and therefore can be considered to form part of the EPSP binding site. As stated 
above, FMN itself also forms part of the EPSP-binding site. 

Figure 2 shows a sequence alignment forCS from the following bacterial species: 
E, coli, S. typhi, Y,pestis, H. influenza, P, aeruginosa, N. meningiditiSyK gonorrhoeae, 

25 C. difficile, S, aureus, B. subtilis, S. pneumoniae, E. faecalis, M. tuberculosis, P. 
multocida, H, pylori. Sequences from fimgi {K croKsa), plant {A. thali<jata) md 
apicomplexan parasites (P. falciparum, T: gondii) are also included for comparison. The 
residues which comprise the FMN and j^SP-binding sites, as listed above, are highlighted. 
Of these, Ser 9, His 10, Arg 39, Arg 45, Asp 54, Asp 80, Arg 107, Gly 109, His 1 10, Ala 
. 30 111, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Asp 240, lie 250, Asn-251, Ala252, 
Lys 254, Gly 296, Gly 297, Lys 311, Thr 315, Arg 337, Asp 339, Ala 346, Val 349 are 
either completely conserved or are very highly conserved and only conservative mutatidns 
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occur across the sequences of bacterial pathogens, fiingi, plants and apicomplexan 
parasites. In addition, residues at positions Met 49, Thr 137, Phe 253, Phe 294, Met 310, 
Ala 242, are well conserved in terms of size and hydrophobicity across the same range of 
species. The residues which are involved in hydrogen-bonding or salt-bridge interactions 
5 with FMN (these comprise His 110, Lys 3 1 1) or either of EP.SP or the inhibitors CMIP, 
CMSPD, CPCD and BSACB (these comprise Ser 9, ffis 10, Arg 39, Arg 45, Arg 107, ffis 
110, Ser 132, Arg 134 and Arg 337) ^e totally conserved across all of the species listed 
above, with the exception of Arg 45, which is completely conserved in gram-positive 
bacteria, but less conserved in other species. However, residue 345, which is Ala in gram- 

10 positive bacteria but is a completely conserved Arginine in all other species, is perfectly 
placed to interact with EPSP or inhibitor when Arg 45 is not present. When Arginine is 
modeled at position 345, the guanidinium group is within 1 A of the guanidinium group of 
Arg 45. Therefore each of the residues required for essential hydrogen-bonded or salt- 
bridge interactions between CiS and ligand or inhibitor is present in bacterial, fungal, plant 

IS and parasite species. 
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CLAIMS 

\. 1. A computer progranimed to produce a three-dimensional representation of a 
molecule or molecular complex, wherein the molecule or molecular complex comprises 
a binding domain defined by the structure coordinates of 
5 (a) Arg39,IfisllO, Ser 132,Thrl36,Lys 254,Gly 297,Lys311,Tto^ 

Arg 337 and Asp 339 according to Fig. 1; or 
(b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
or where the molecular complex or binding domain has a root mean square deviation of 
10 conserved residue backbone atoms of less than ik when superimposed on the relevant 
backbone atoms described by the structure coordinates of said amino acids. 
2. A computer programmed according to claim 1 , wherein (a) fluther comprises the 
structure coordinates of: 

(i) Arg 45, Gly 109, Ala 1 1 1, Ser 13 1, Ala 133, Lys 238, Asp 240, lie 
15 250, Asn 251, Ala 252, Phe 253, Phe 294, Gly 296, Met 310, De 

3 13, Pro 3 14, Ala 342, Ala 345, Ala 346 and Val 349 according to 
Fig. 1; or (b) fixrther comprises the structure coordinates of: 

(ii) Arg 45, Met 49, Asp 80, Ser 13 1, and Thr 137 according to Fig. 
1, 

20 or where the molecular complex or binding domain has a root mean square deviation of 
conserved residue backbone atoms of less than 2A when superimposed on the relevant 
backbone atoms described by the structure coordinates of said amino acids, or where the 
molecular complex or binding domain has conservative amino add substitutions for those 
anoino acids specified in (i) or (ii). 

25 3. A computer programmed according to claun 1 or claim 2, wherein (a fiirther 
comprises the structure coordinates of Ser 338 according to Fig. 1, or (b) further 
comprises the structure coordinates of Arg 48, Glu 336 and Ser 338 according to Fig. 1. 
4. A computer according to any of claims 1 to 3, wherein the molecule is Chorismate 
Synthase. 

30 5. . A computer according to any ofclaimsl to 4, wherein the molecule is Chorismate 
Synthase fi-om S, pneumoniae, 

6. A method for identifying the potential of a chemical entity to associate with 
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. Chorismate Synthase enzyme, comprising the steps of: 

a) applying computational means to perform a fitting operation between the 
chemical entity and the Chorismate S3aitha5e binding domain deiSned by 
the structure coordinates defined in any of claims 1 to 3; and 

S b) analysing the results of the fitting operation to quantify the association. 

7. A method according to claim 6, wherein the computational means is provided by 
a computer as defined in any of claims 1 to 5. 

8. A method for identifying a potential inhibitor or agent that interacts with a 
Chorismate Synthase binding domain, comprising the steps of: 

10. (a) using the atomic coordinates defined in any of claims 1 to 3 to generate a 

three-dimensional structure of a molecule comprising a Chorismate 
Synthase binding domain; 

b) employing the three-dimensional structure to design or select the inhibitor 
or agent; 

15 c) synthesising the inhibitor or agent; and 

d) contacting the inhibitor of agent with the Chorismate Synthase binding 
domain to determine the ability of the inhibitor or agent to interact with the 
domain. 

9. A crystal of the binding domain of Chorismate Synthase, wherein the binding 
20 domainhas a three-dimensional stnicture characterised by the atomic structure coordinates 

of Fig. 1. 
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ATOM 4179 W LYS B 147 7.415 27.881 -2,753 1.00 17.28 7 B W 

ATOM 4180 CA LYS B 147 7,584 28.888 -1.724 1.00 16.32 6 B C 

ATOM 4181 C I*YS B 147 7.338 30.292 -2.259 1.00 18.97 6 B C 

ATOM 4l6^ O LYS B 147 6.851 31,166 -1.518 1.00 17.04 8 B O 

ATOM 4183 CB LYS B 147 9.008 28.737 -1.169 1.00 19.73 6 B C 

ATOM 4184 CG LYS B 147 9.096 27.832 0.038 1.00 19.38 6 B C 

ATOM 4185 CD LYS B 147 10.529 27.579 0.511 1.00 19.58 6 B C 

ATOM 4186 CE LYS B 147 11.178 28.828 1.046 1.00 20.31 6 B C 

ATOM 418'? WZ LYS B 147 12.630 28.624 1.365 1.00 23.39 7 B W 

ATOM 4188 M ARG B 148 7.621 30.525 -3.557 1.00 18.28 7 B N 

ATOM 4189 CA ARG B 148 7.344 31.854 -4.139 1.00 20.03 6 B C 

ATOM 4190 C ARG B 148 5.853 32.081 -4.171 1.00 21.41 6 B C 

ATOM 4191 O ARG B 148 5.335 33.169 -3.945 1.00 22.02 8 B O 

ATOM 4192 CB ARG B 148 7.936 31.945 -5.565 1 . 00 21.86 6 B C 

ATOM 41^3 CG ARG B 148 9.445 32.119 -5.550 1.00 20.57 6 B C 

ATOM 4194 CD ARG B 148 9.778 33.570 -5.044 1.00 25.09 6 B C 

ATOM 4195 NE ARG B 148 8.928 34.460 -5.805 1.00 26.31 7 B N 

ATOM 4196 C2 ARG B 148 8.069 35.399 -5.443 1.00 26.32 6 B C 

ATOM 4197 NHl ARG B 148 7.941 35.701 -4.161 1.00 23.48 7 B M 

ATOM 4198 NH2 ARG B 148 7.278 35.940 -6.391 1.00 21.16 7 B W 

ATOM 4199 N LEU B 149 5.101 31.016 -4.510 1.00 20.60 7 B N 

ATOM 4200 CA LEU B 149 3.654 31.112 -4.474 1.00 21.40 6 B C 

ATOM 4201 C LEU B 149 3.155 31.387 -3.055 1.00 20.83 6 B C 

ATOM 4202 O LEU B 149 2.227 32,171 -2.870 1.00 19.30 8 B O 

ATOM 4203 CB LEU B 149 3.072 29.766 -4.924 1.00 23.48 6 B C 

ATOM 4204 CG LEU B 149 2.660 29.654 -6.376 1.00 27.42 6 B C 

ATOM 4205 CDl LEU B 149 2.180 28.235 "6.648 1,00 28.48 6 fl "C 

ATOM 4206 CD2 LEU B 149 1.538 30,694 -6.612 1.00 27.22 6 B C 

ATOM 4207 N LEU B 150 3.729 30.680 -2.087 1.00 20.07 7 B T? 

ATOM 4208 CA LEU B 150 3.324 30.899 -0.684 1.00 21.32 6 B C 

ATOM 4209 C LEO B 150 3.602 32.329 -0.215 1.00 20.68 6 B C 

ATOM 4^16 O LEO B 150 2.781 32.923 0.522 1.00 18.66 8 B O 

ATOM 42il CB LEO B 150 3.994 29.926 0.294 1.00 21.72 6. B "C 

ATOM 4212 CG LEU B 150 3.846 28.431 -0.011 1.00 22.77 6 B "c 

ATOM 4213 CDl LEU B 150 4.32-? 27.635 1.198 1.00 25.02 6 B C 

ATOM 4214 CD2 LEU B 150 2.385 28.107 -0.288 1.00 24.98 6 B "c 

ATOM 4215 N ALA B 151 4.717- 32.883 -0.667 1.00 19.27 IB "N 

ATOM 421^ CA ALA B 151 5.048 34.275 -0.321 1.00 20.57 6 B "c 

ATOM 4217 C ALA B 151 4,083 35,250 -0.978 1.00 21.02 6 B "c 

ATOM 4218 O ALA B 151 3.759 36.240 -0.335 1.00 22.56 8. B O 

ATOM 4219 CB ALA B 151 6.475 34. 605 -0.755 1.00 21.64 6 B "C 

ATOM 4220 N GLU B 152 3.629 35.044 -2.220 1.00 20.88 7 B N 

ATOM 4221 CA GLU B 152 2.685 35.997 -2.831 1.00 20.41 6 B "c 

ATOM 4222 C GLU B 152 1.361 35.977 -2.086 1.00 21.56 6 B C 

ATOM 4223 O GLU B 152 0.546 36.898 -2.202 1,00 21.99 BE O 

ATOM 4224 CB GLU B 152 2.416 35. 619 -4.310 1.00 20.89 6- B "C 

ATOM 4225 CG GLU B 152 3.674 35.736 -5.154 1.00 21.01 6 B "c 

ATOM 422^ CD GLU B 152 4.024 37.153 -5.545 1.00 22.88 6 B "c 

ATOM 4227 OEl GLU B 152 .3.211 38.054 -5.328 1.00 22.41 SB O 

ATOM 4^^^ OE2 GLU B 152 5.131 37.403 -6.085 1.00 25.15 8 B O 

ATOM 4^^9 H LEU B 153 1.095 34. 899 -1.344 1.00 20.51 7 B IT 

ATOM 4230 CA LEU B 153 -0.111 34.714 -0.577 1.00 23.50 6 B "C 

ATOM 4231 C LEU B 153 0.117 34.983 0.918 1.00 25.04 6 B 'c 

ATOM 4232 O LEU B 153 -0.716 34.573 1.724 1.00 24,81 8 B O 

ATOM 4233 CB LEU B 153 -0.683 33.287 -0.782 1.00 23.62 6 B "C 

• ATOM 4234 CG LEU B 153 -I.QIO 32.952 -2.248 1.00 22.93 6 B C 

ATOM 4235 CDl LEU B 153 -1.430 31.514 -2.513 1.00 23.09 6 B "C 

ATOM 4236 CD2 LEU B 153 -2.072 33. 908 -2.796 1.00 21.57 6 B C 

ATOM 4237 N ASP B 154 1.174 35.679 1.249 1.00 26.62 7 B "n 

ATOM 4238 CA ASP B 154 1.525 36.080 2.602 1.00 29.67 6 B "C 

ATOM 4239 C ASP B 154 1.630 34.938 3.622 1.00 29.00 6 B C 

ATOM 4240 O ASP B 154 1.157 35.084 4.743 1.00 26.16 8 B O 

ATOM 4241 CB ASP B 154 0,541 37.101 3.162 1.00 33,46 6 B C 

ATOM 4242 CG ASP B 154 0.337 38.334 2,318 1.00 35.19 6 B C 

ATOM 4243 ODl ASP B 154 1.289 38.883 1.764 1.00 35.44 8 B "o 

ATOM 4244 0D2 ASP B 154 -0.816 38.775 2,181 1.00 39.42 8 B O 

ATOM 4245 W MET B 155 2,269 33.841 3,238 1,00-25.88 7 B H 

ATOM 4246 CA MET B ISS 2.536 32.727 4.113 1.00 25.22 6 B C 

ATOM 4247 C MET B 155 4.035 32.684 4.364 1.00 26.27 6 B C 

ATOM 4248 0 MET B 155 4.760 33.288 3.570 1.00 28.41 SB "o 

ATOM 4249 CB MET B 155 2,020 31.426 3.507 1.00 22.50 6 B C 

ATOM 4250 CG MET B 155 0.474 31.601 3.541 1,00 22.72 6 B "C 

ATOM 4251 SE MET 8 155 -0,123 29.957 2.447 1.00 42.06 34 B SE 

ATOM 4252 CE2 MET B 155 0.565 28.589 3.367 1.00 23.00 6 B "c 

ATOM 4253 W GLU B 156 4.446 32. 074 5.445 1.00 25.61 7 B M 

ATOM 4254 CA GLU B 156 5.652 32.019 5.813 1.00 26.29 6 B "c 

ATOM 4255 C GLU B 156 6.181 30.593 6.238 1.00 22.47 6 B C 

ATOM 4256 0 GLU B 156 5.306 29.924 6.772 1.00 18.14 6 8 O 

ATOM 4257 CB GLU B 156 6.202 32.965 6.984 1.00 28.38 6 B C 
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ATOM 4258 CG GLU B 156 5.960 34.426 6.!556 1.00 34.54 6 B C 

A TOM 4259 CD GLU B 156 6.302 35.367 7.814 1.00 38. 49 6 B C 

ATOM 4260 OEl GLU B 156 5.387 36.085 8.283 l.OQ 41.53 8 B 0 

ATOM 4261. 0E2 GLU B 156 7.469 35.410 8.217 1.00 38.49 8 B O 

ATOM 4262 N ILE B 157 7.439 30.235 6.017 1.00 22.17 7 B N 

ATOM 4263 CA ILE B 157 7.805 28.859 6.41U 1.00 22.09 6 B C 

A TOM- 4264 C ILE B 157 9.237 28.900 6.932 1.00 21.46. 6 B C 

ATOM 4265 0 ILE B 157 10.045 29.724 6.499 1.00 20.55 8 B O 

A TOM 4266 CB ILE B 157 7.568 27.886 5.Z64 1.00 19.90 6 B C 

A TOM — 4 267 CGI ILE B l57 7.830 26.413 5.659 1.00 18.14 6 B C 

ATOM 42 68 CG2 XLS B 157 8.452 28.200 4.045 1.00 23.99 6 8 C 

ATOM 4269 CDl ILS B 157 7.280 25.462 4.588 1.00 18.76 6 B C 

ATOT^i 42 70 H ALA B 158 9.529 27.996 7.831 1.00 17.74 7 B N 

ATO M 4271 CA ALA B 158 10.854 27.866 8.425 1.00 19.46 6 B C 

ATOM 4272 C ALA B 158 11.072 26.422 8.833 l.OQ 19.33 6 B C 

A TOM 4273 O ALA B 158 10.085 25.700 8,986 1.00 19.17 8 B O 

ATOM 4 274 CB ALA B 158 10.991 28.799 9.626 1,00 17.78 6 B C 

ATOM 4275 N ASN B 159 12.308 25.998 9.02 5 1.00 20.11 7 B W 

ATOM 4276 CA ASH B 159 12.575 24.668 9. 565 1.00 20.64 6 B C 

ATOM 4277 C ASN B 159 13.704 24.831 10.614 1.00 21.65 6 8 C 

ATOM 4278 O ASN B 159 14.532 25.753 10.513 1.00 20.21 8 B O 

A TOM ^279 CB ASH B 159 13.004 23.629 8.541 1.00 18.83 6 B C 

ATO M 4260 CG ASN B 159 14.449 23.754 8.069 1.00 21.79 6 B C 

ATOM '428 1 ODl ASN B 159 14.740 24,481 7.111 1.00 23.46 8 B O 

ATOM 4282 ND2 ASN B 159 1^.3^j 2:^.022 8.690 1.00 19.92 7 B N 

ATO M 4283 N HIS B 160 13.824 23.868 11.515 1.00 21.12 7 B N 

ATOM 4284 CA HIS B 160 14.896 23.873 12.498 1.00 20.70 6 B C 

ATOM 4285 C HIS B 160 15.146 22.463 13.012 1.00 21.63 6 B C 

ATOM 4286 O HIS B 160 14.256 21.645 12.984 1.00 20.96 8 8 O 

ATOM 428^7 CB HIS B 160 14.701 24.851 13.654 1.00 20.08 6 B "C 

ATOM 4288 CG HIS B 160 13.471 24.737 14.505 1.00 21.86 6 B C 

ATOM 4289 NDl HIS B 160 13.516 24.840 15.877 1.00 21.38 7 B N 

.. ATOM 4290 CD2 HIS B 160 12.172 24.564 14.179 1.00 20.40 6 B C 

ATOM 4291 CEl HIS B 1^0 12.272 24.724 16.361 1.00 22.36 6 B C 

ATOM 4292 NE2 HIS B 1^0 11.435 24.536 15.354 1.00 21.91 7 B N 

ATOM 4293 N VAL B 1^1 16.366 22.258 13.524 1.00 21.18 7 8 N 

ATO M 4294 CA VAL B 161 16.697 20.980 14.153 1.00 21.87 6 8 C 

ATOM 4295 C VAL B 161 16.232 21.043 15.609 1.00 23.38 6 8 C 

ATOM 42^6 O VAL B 161 16.660 21.935 16.364 1.00 21.04 8 B O 

ATO M 4^97 CB VAL B 161 18.185 20.665 14.046 1.00 20.79 6 B C 

ATOM 4298 CGl VAL B 161 18.616 19.460 14.898 1.00 22.04 6 B 

ATOM 4 299 CG^ VAL B 161 18.577 20.475 12.584 1.00 19.63 6 B C 

A TOM ' 4300 N VAL8l6g 15.520 19.979 16.016 1.00 22.03 7 B M 

ATOM 4 301 CA VAL B 162 15.054 19.966 17.392 1.00 22.42 6 B C 

ATW4 4302 C VAL B 162 15.718 18. 848 18.185 1.00 21.72 6 B C 

ATOM 4303 O VAL B 162 15.643 18.822 19.428 1.00 20,74 8 B ~0 

ATTOS 43 04 CB VAL B 162 13.527 19.929 17.591 l.OQ 22.16 6 8 C 

A TOM 4365 CGI VAL B 162 12.821 21.202 17.162 1.00 21.61 6 8 C 

AT^j — 4306 CG2 VAL B 162 12.819 18.768 16.887 1.00 20.79 6 B C 

ATOM 4307 N VAL B 163 16.180 17.813 17.536 1.00 22.36 7 B W 

ATOM 4308 CA VAL B 163 16.978 16.748 18.072 1.00 20.14 6 B C 

ATOM 4309 C VAL fl 163 18.146 16.559 17.078 1.00 23.52 6 B C 

ATOM 4310 O VAL B 1^3 17.891 16.324 15.872 1.00 19.67 8 8 0 

ATOM 4311 CB VAL B 163 16.237 15.425 18.298 1.00 21.04 6 B T 

• ATO M 4312 CGI VAL B 163 17.095 14.349 19.000 1.00 19.14 6 8 C 

AT0?5 4313 CG2 VAL B 163 14.989 15.602 19.185 1.00 21.09 6 B C 

ATO M 4314 N PHE B 1^4 19.367 16.512 17.604 1.00 21.46 7 B N 

ATOM 4315 CA PHE B 164 20.523 16.306 16.740 1.00 22.67 6 B C 

ATOM 4316 C PHE B 164 21.257 15.110 17.347 1.00 23.69 6 B C 

ATO M 4317 O PHE B 164 21.836 15,256 18.406 1.00 22.70 8 B O 

ATOli — 4318 CB PHE B 164 21.481 17.516 16.610 1.00 20.44 6 B C 

ATOM • 4319 CG PHE B 164 22.248 17.495 15.299 1.00 20.63 6 B ~ 

ATOM 4320 CDl "PHE B 164 22.368 18.661 14.552 1.00 20.32 6 B C 

ATOM 4321 CP2 PHE 8 164 22.860 16.334 14.829 1.00 18.66 6 B C 

ATOM 4322 CEi PHE B 164 ^3.063 18.698 13.352 1.00 19.58 6 B C 

ATOM 4323 CE2 PHE 8 164 23.520 16.362 13.600 1.00 16.84 6 B ~C 

ATOFS 4:^24 CZ PHE B 164 23.623 17.537 12.875 1.00 18.14 6 B C 

ATOM 4325 N 6LY B 165 21.098 13.928 16.768 1.00 24.36 7 B ~W 

ATOM 4326 CA GLY B 165 21.634 12.679 17.217 l.OQ 25.09 6 B ~ 

ATOM 4327 C GLY B 165 21.382 12.375 18.689 1.00 25.10 6 B ~ 

ATOM 4328 O GLY B 165 22.291 11 ,864 19.364 1.00 23.11 8 8 O 

ATOM 4329 N GLY B 166 20.173 12.644 19.151 1.00 23.09 7 B N • 

ATOM — 4330 CA GLY B 166 19.840 12.351 20.544 1.00 26.41 6 B C 

ATOM 4331 C GLY B 166 19.954 13.605 21.405 1.00 26.35 6 8 C 

ATOM 4332 0 GLY B 166 19.325 13.662 22.464 1.00 26.85 8 B ~0 

ATOM 4333 N LYS B 167 20.630 14.647 20.947 1.00 25.58 7 B ^ 

ATOM 4334 CA LYS B 167 20.695 15.864 21.784 1.00 26.10 6 B ~ 

ATOM 4335 C LYS B 167 19.499 16.743 21.526 1.00 26.60 6 B ~ 

ATOfd 4336 O LYS B 167 19.409 17.376 20.457 1.00 24.47 8 B O 
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C 


PRO 


B 


172 


10.479 


28.709 


23.225 


1.00 


34.04 


6 


B 


c 


ATOM 


4377 


0 


PRO 


B 


172 


10.158 


28.357 


22.076 


1.00 


32.03 


8 


B 


0 


ATOM 


4378 


CB 


PRO 


B 


172 


12.662 


30.054 


23.317 


1.06 


32.25 




B 


c 


ATOM 


4379 


CG 


PRO 


B 


172 


14.046 


29.679 


22.908 


1.00 


33.16 




B 


c 


ATOM 


4380 


CD 


PRO 


B 


172 


13.885 


28.353 


22.222 


1 .00 


32.13 


6 


B 


c 


ATOM 


4381 


N 


GLU 


B 


173 


9.540 


29.054 


24.114 


1.00 


35. 48 


7 


B 


N 


ATOM 


4382 


CA 


GLU 


B 


173 


8.131 


29.033 


23.755 


1.00 


38. 28 


6 


B 


c 


ATOM 


4383 


C 


GLU 


B 


173 


7.716 


30.166 


22.810 


1.00 


36.76 


6 


B 


c 


ATOM 


4384 


0 


GLU 


B 


173 


8.231 


31.282 


22.852 


1.00 


37.00 


8 


B 


0 


ATOM 


4385 


CB 


GLU 


B 


173 


7.189 


29.233 


24.939 


1.00 


42.11 


6 


B 


c 


ATOM 


4386 


CG 


GLU 


B 


173 


7.137 


28.215 


26.039 


1.00 


45.69 


6 


B 


c 


ATOM 


4387 


CD 


GLU 


B 


173 


6.312 


26.981 


25.722 


1.00 




^ 


B 


c 


ATOM 


4388 


OEl 


GLU 


B 


173 


5. 113 


27.005 


26.074 


1.00 


48.78 


8 


B 


0 


ATOM 


4389 


OE2 


GLU 


B 


173 


6.848 


26.006 


25. 141 


1.00 


SO. 61 


8 


B 


0 


ATOM 


4^90 


N 


ASP 


B 


174 


6. 655 


29.901 


22.059 


1.00 


34 . 91 


7 


B 


N 


ATOM 


4391 


CA 


ASP 


B 


174 


5.988 


30. 928 


21 .276 


1. 00 


33. 46 


6 


B 


c 


ATOM 


4392 


C 


ASP 


B 


174 


6.844 


31.747 


20.339 


1.00 


30. 80 


6 


B 


C 


ATOM 


4393 


0 


ASP 


B 


174 


6.703 


32.976 


20.279 


1.00 


30.64 


8 


B 


0 


ATOM 


4394 


CB 


ASP 


B 


174 


5.289 


31.871 


22.280 


1.00 


36.07 


6 


B 


c 


ATOM 


4395 


CG 


ASP 


B 


174 


4,195 


31.115 


23.025 


1.06 


38,45 


6 


fi 


c 


ATOM 


4396 


ODl 


ASP 


B 


174 


3. 428 


30. 417 


22.331 


1.66- 


39.56 


8 


fi 


0 


ATOM 


4397 


OD2 


ASP 


B 


174 


4 .150 


31.195 


24 .262 


1.00 


38.09 


8 


B 


0 


ATOM 


4398 


N 


LEU 


B 


175 


7 . 771 


31 . 122 


19. 630 


1.00 


28.86 


7 


B 


N 


ATOM 


4399 


CA 


LEU 


B 


17^ 


8.563 


31.818 


18.639 


1.00 


27.78 


6 


B 


c 


ATOM 


4400 


C 


LEU 


B 


175 


7.667 


31.966 


17.397 


1.00 


26.83 


6 


B 


c 


ATOM 


4401 


0 


LEU 


B 


175 


6.892 


31.035 


17.105 


1.00 


25.71 


8 


B 


0 


ATOM 


4402 


CB 


LEU 


B 


175 


9.777 


31:015 


18.146 


1.00 


28.24 


6 


B 


c 


ATOM 


4403 


CG 


LEU 


B 


175 


10.895 


30.822 


19.196 


1.00 


28.96 




B 


c 


ATOM 


4404 


CDl 


LEU 


B 


175 


12.081 


30. 104 


18.562 


1.00 


28.91 


6 


fi 


c 


ATOM 


4405 


CD2 


LEU 


B 


175 


11.354 


32.157 


19.770 


1.00 


25. 62 




B 


c 


ATOM 


4406 


N 


THR 


B 


176 


7.841 


33.018 


16.626 


1.00 


25.^5 


7 


B 


N 


ATOM 


4407 


CA 


THR 


B 


176 


7.171 


33.083 


15.329 


1.00 


26.07 


6 


B 


c 


ATOM 


4408 


C 


THR 


B 


176 


7.943 


32.288 


14.270 


1.00 


25.24 


6 


B 


c 


ATOM 


4409 


0 


THR 


B 


176 


9.144 


32.029 


14.337 


i.bo 


22.62 


■0" 


B 


0 


ATOM 


4410 


CB 


THR 


B 


176 


7.096 


34.541 


14 .825 


l.'OO 


■^■5.73 


6 


B 


"c 


ATOM 


4411 


OGl 


THR 


B 


176 


8.451 


34.942 


14.572 


1.00 


25.55 


-8 


B 


0 


ATOM 


4412 


CG2 


THR 


B 


176 


6.399 


35.414 


15.850 


1.00 


27.35 


6 


B 


c 


ATOI'l 


4413 


N 


VAL 


B 


177 


7.296 


32.092 


13.120 


1.00 


26.21 


7 


B 


N 


ATOM 


4414 


CA 


VAL 


B 


17.7 




31.411 


12.021 


1.00 


24,83 


6 


B 


C 


ATOM 


4415 


C 


VAL 


B 


177 


&.2S2 


32.154 


11.631 


1.00 


24 . 30 


6 


B 


C 
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ATOM 


4416 


0 


VAL 


B 


177 


10.287 


31.538 


11 . 362 


1,00 22.79- 


8 


B 


O 


ATOM 


4417 


CB 


VAL 


B 


177 


7.046 


31.315 


10. 792 


1.00 25.24 


6 


B 


C 


ATOM 


4418 


CGI 


VAL 


B 


177 


7.756 


30.723 


9. 579 


1.00 22.41 


6 


B 


c 


ATOM 


4419 


CG2 


VAL 


B 


177 


5.854 


30. 470 


11.218 


1.00 24.35 


6 


B 


c 


ATOM 


4420 


N 


ALA 


B 


178 


9.138 


33.475 


11.524 


1.00 23.81 


7 


B 


N 


ATOM 


4421 


CA 


ALA 


B 


178 


10.242 


34.306 


11.083 


1.00 24.88 


6 


B 


C 


ATOM 


4422 


C 


ALA 


B 


178 


11,397 


34.311 


12. 070 


1. 00 24 .02 


6 


B 


C 


ATOM 


4423 


0 


ALA 


B 


178 


12.581 


34.380 


11, 750 


1,00 23,43 


8 


B 


0 


ATOM 


4424 


CB 


ALA 


B 


178 


9.743 


35.724 


10,813 


1.00 24,64 


6 


B 


C 


ATOM 


4425 


N 


GLU 


B 


179 


11.009 


34.212 


13.342 


1.00 26.02 


7 


B 


N 


ATOM 


4425 


CA 


GLU 


B 


179 


12.015 


34.134 


"14.407 


1.00 25.63 


6 


B 


C 


ATOM 


4427 


C 


GLO 


B 


179 


12.750 


32.813 


14.280 


1.00 24,80 


^ 


B 


C 


ATOM 


4428 


0 


GLU 


B 


-lis 


13.988 


32.704 


14.373 


1.00 24.63 


8 


B 


O 


ATOM 


4429 


CB 


GLU 


B 


179 


11.291 


34.235 


15.748 


1.00 29.20 




B 


C. 


ATOM 


4430 


CG 


GLU 


B 


179 


11.294 


35,625 


16.372 


1.00 30.29 




B 


c 


ATOM 


4431 


CD 


GLU 


B 


179 


10.273 


35.734 


17.501 


1.00 30.90 


6 


B 


c 


ATOM 


4432 


OEl 


GLU 


B 


179 


9.620 


34.769 


17.940 


1.00 25.74 


8 


B 


0 


ATOM 


4433 


0E2 


GLU 


B 


179 


10.085 


36.889 


17.963 


1.00 34.06 


8 


B 


0 


ATOM 


4434 


N 


ILE 


B 


180 


11.969 


31.752 


14. (54-) 


1.00 22.85 


7 


B 


N 


ATOM 


4435 


CA 


ILE 


B 


180 


12.613 


30.442 


13.841 


1.00 22.90 


^ 


fi 


c 


ATOM 


4436 


c 


ILE 


B 


180 


13.576 


30.519 


12. 666 


1.00 21.68 


6 


B 


c 


ATOM 


4437 


0 


ILE 


B 


180 


14.710 


30.008 


12.743 


1.00 23.20 


8 


B 


0 


ATOM 


4438 


CB 


ILE 


B 


"180 


11.563 


29.330 


13.576 


1.00 23.02 


6 


B 


c 


ATOM 


4439 


CGl 


ILE 


B 


180 


10.659 


29.075 


14 . 929 


1,00 24.65 


6 


B 


c 


ATOM 


4440 


CG2 


ILE 


B 


180 


12.194 


28.017 


13.071 


1.00 19.82 


€ 


B 


c 


ATOM 


4441 


CDl 


ILE 


B 


"180 


9,540 


28.322 


14.730 


1.00 26.21 


6 


B 


c 


ATOM 


4442 


M 


LYS 


B 


181 


13.153 


31. 101 


11. 554 


1.00 22.92 


7 


B 


M 


ATOM 


4443 


CA 


LYS 


B 


181 


14.028 


31. 138 


10.368 


1.00 22.72 


6 


B 


c 


ATOM 


4444 


c 


LYS 


B 


181 


15. 314 


31.889 


10.621 


1.00 24.64 


6 


B 


c 


ATOM 


44'4s 


0 


LYS 


B 


181 


16, 463 


31.504 


10.374 


1.00 23,98 


8 


B 


o 


ATOM 


4446 


CB 


LYS 


B 


181 


13.233 


31.791 


9,232 


1,00 23.11 


6 


B 


c 


ATOM 


4447 


CG 


LYS 


B 


181 


14,032 


31.967 


7.948 


1.00 25.23 


6 


B 


c 


ATOM 


4448 


CD 


LYS 


B 


181 


13. 103 


32.494 


6.868 


1.00 26.82 




B 


c 


ATOM 


4449 


CE 


LVS 


B 


181 


13. "787 


32.693 


5. 526 


1.00 26.86 


^ 


B 


c 


ATOM 


44 50 


NZ 


Li'S 


B 


181 


14. 439 


31.508 


4.948 


1.00 27.19 


7 


B 


N 


ATOM 


4451 


N 


GLN 


B 


182 


15,135 


33.096 


11.150 


1,00 25,87 


7 


B 


N 


ATOM 


4452 


CA 


GLN 


B 


182 


16.296 


33.918 


11.489 


1.00 28.69 


6 


B 


c 


ATOM 


4453 


C 


GLN 


B 


182 


17.217 


33,253 


12.498 


1.00 27. 5^ 


6 


B 


c 


ATOM 


4454 


0 


GLN 


B 


182 


18.429 


33.235 


12.303 


1.00 28.15 


8 


B 


0 


ATOM 


4455 


CB 


GLN 


B 


182 


15.798 


35.244 


12.085 


1.00 32.41 


6 


B . 


c 


ATOM 


4456 


CG 


GLN 


B 


182 


16.939 


36.250 


12. 193 


1.00 39.81 


6 


B 


c 


ATOM 


4457 


CO 


GLN 


B 


182 


1^.467 


37. 686 


12.189 


1.00 44.53 


6 


B 


c 


ATOM 


4458 


OEl 


GLN 


B 


182 




38,455 


11.2 62 


1.00 47.73 


S 


B 


0 


ATOM 


4459 


NE2 


GLN 


B 


182 


15.691 


38,038 


13.217 


1.00 45.78 


7 


B 


N 


ATOM 


4 4 60 


N 


ARG 


B 


183 


16.715 


32.731 


13,624 


1.00 25.75 


7 


B 


N 


ATOM 


4461 


CA 


ARG 


B 


183 


17 . 637 


32,170 


14.609 


1.00 25.30 


6 


B 


c 


ATOM 


44^2 


C 


ARG 


B 


163 


16.314 


30.914 


14.077 


1.00 25.01 


6 


B 


c 


ATOM 


4463 


0 


ARG 


B 


183 


19.547 


30.793 


14.181 


1.00 24.39 


8 


B 


0 


ATOM 


4464 


CB 


ARG 


B 


183 


16.934 


31. 905 


15.964 


1.00 24.08 


^ 


B 


c 


ATOM 


4465 


CG 


ARG 


B 


183 


16.470 


33.175 


16. 662 


1.00 26.43 


6 


B 


c 


ATOM 


4466 


CD 


ARG 


B 


183 


15.778 


32,870 


17.999 


1.00 26.51 


6 


B 


c 


ATOM 


4 4 67 


NE 


ARG 


B 


183 


14.983 


34.039 


18.438 


1.00 28.29 


7 


B 


N 


ATOM 


4468 


CZ 


ARG 


B 


183 


14.474 


34.125 


19,675 


1.00 28.77 


6 


B 


c 


ATOM 


4469 


NHl 


ARG 


B 


183 


14,741 


33.140 


20.548 


1.00 27.66 


7 


B 


N 


ATOM 


4470 


m2 


ARG 


B 


183 


13.727 


35.157 


i0.037 


1.00 28.82 


7 


B 


N 


ATOM 


4471 


tt 


ALA 


B 


184 


17.528 


30.034 


13.465 


1.00 23.96 


7 


B 


N 


ATOM 


" 4472 


CA 


ALA 


B 


184 


18.196 


28.824 


12.871 


1.00 23.53 


6 


B 


c 


ATOM 


4473 


C 


ALA 


B 


184 


19.302 


29.164 


11.868 


1.00 25.63 


6 


B 


c 


ATOM 


4474 


0 


ALA 


B 


184 


20.349 


28.537 


11.747 


1.00 23.64 


8 


B 


o 


ATOM 


4475 


CB 


ALA 


B 


184 


17.129 


1^7.^69 


12.193 


1.00 22.80 


^ 


B 


c 


ATOM 


4476 


N 


ALA 


B 


185 


19.129 


"50.214 


11.062 


1.00 28.36 


7 


B 


N 


ATOM 


447*7 


CA 


ALA 


B 


185 


20. 139 


30. 579 


10. 070 


1 . 00 28.88 


6 


B 


c 


ATOM 


4478 


C 


ALA 


B 


185 


21.414 


31. 121 


10.693 


1.00 29.99 


6 


B 


c 


ATOM 


4479 


0 


ALA 


B 


185 


22.434 


31,253 


9. 997 


1,00 31.00 


6 


B 


0 


ATOM 


4480 


CB 


ALA 


B 


185 


19.574 


31. 590 


9.065 


1,00 28.29 


6 


B 


c 


ATOM 


4481 


N 


GLN 


B 


186 


21.430 


31.452 


11. 978 


1.00 30.98 


7 


B 


N 


ATOM 


4482 


CA 


GLN 


B 


186 


22.657 


31.982 


12. 574 


1.00 32.38 


6 


B 


C 


ATOM 


" 4 483 


C 


GLN 


B 


186 


23.445 


30,849 


13.201 


1.00 31.24 


6 


fi 


C 


ATOM 


4484 


0 


GLN 


B 


186 


24 .467 


31.060 


13.853 


1.00 31.64 


8 


B 


0 


ATOM 


4485 


CB 


GLN 


B 


186 


22.313 


33.094 


13.569 


1.00 34.18 




B 


c 


ATOM 


"4486 


CG 


GLN 


B 


186 


21.793 


34.349 


12.851 


1,00 37.52 




B 


c 


ATOM 


4487 


CD 


GLN 


B 


186 


20.983 


35.268 


13.742 


1.00 41.43 


6 


B 


c 


ATOM 


4488 


OEl 


GLN 


B 


186 


20.634 


36.413 


13.407 


1.00 41.62 


8 


B 


0 


ATOM 


" 4489 


NE2 


GLN 


B 


186 


20.621 


34.738 


14.918 


1.00 43.46 


7 


B 


N 


ATOM 


4490 


H 


SER 


B 


187 


22.918 


29.640 


13.110 


1.00 28.53 


7 


B 


N 


ATOM 


4491 


CA 


SER 


B 


187 


23.545 


28.475 


13.698 


1.00 28.86 


6" 


B 


c 


ATOM 


4492 


C 


SER 


B 


187 


24 . 139 


27.601 


12. 600 


1.00 30. 15 


6 


B 


c 


ATOM 


4493 


0 


SER 


B 


187 


23.516 


27. 488 


11.526 


1,00 30.86 


8 


B 


0 


ATOM 


4494 


CB 


SER 


B 


187 


22.488 


27.641 


14.447 


1.00 27.15 


6 


B 


c 
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ATOM 4 4 95 OG SER B 167 23.038 26.335 14.613 l.QQ 23>90 8 B O 

ATOM 4496 N GLU B 188 25.239 26.903 l^.bZ'i 1.00 28.43 7 B W 

ATOM 4497 CA GLV B 188 25.780 26.049 11.779 1 . 00 29.17 6 B C 

ATOM 4498 C GLU B 188 25.058 24-. 700 11.756 1.00 27 . 14 6 B C 

ATOM 449^' 0 GLU B 188 25.283 23.928 10.83D 1.00 27.03 8 B O 

ATOM 4 500 CB GLO B 188 27.290 25.850 11.861 l.QQ 31.97 6 B C 

ATOM 4501 CG GLU B 188 28.141 27.121 11.777 1.00 34.75 6 B C 

A TOM 4502 CP GLU B 188 29.578 26.766 12.142 1.00 35.76 6 B C 

ATOM 4503 OEl GLU B 186 30.242 25.987 11.413 1.00 36.90 8 B 6 

'ATOM 4504 0E2 GLU B 188 30.030 27.193 13.221 1.00 38.57 8 B O' 

ATOM 4505 N VAL B 189 24.214 24.424 12.754 1.00 24.53 7 fl W 

ATOM 4506 CA VAL B 189 23.453 23.198 12.793 1.00 23.13 6 B C 

ATOM 4507 C VAL B 189 21.957 23.435 12.878 1.00 22.50 6 B C 

ATOM 4508 O VAL B 189 21.253 22.546 13.355 1.00 20.65 8 B O 

ATOM 4509 CB VAL B 189 23.920 22.221 13.896 1.00 23.97 6 B C 

ATOM 4^10 CGI VAL B 189 25.281 21.682 13.440 1.00 25.10 6 B C 

AT OM 4511 CG2 VAL B 189 24.024 22.880 15.252 1.00 22.76 6 B C 

ATOM 4512 N SER B 190 21.531 24.608 12.419 1.00 19.58 7 B N 

ATOM 4 51 3 CA SER B 190 20.12 6 24.937 12.322 1.00 22.81 6 B C 

ATOM 45i4 C SER B 190 19.313 24.825 13.597 1.00 24.13 6 B C 

ATO M 4515 O SER B 190 18.111 24.567 13.482 1.00 22.57 8 B Q 

ATOM 4516 CB SER B 190 19.464 24.019 11.246 1.00 23.49 6 B C 

ATOM 4517 OG SER B 190 20.023 24.419 9.999 1.00 23.61 8 B O 

ATOM 4518 N ILE B 191 19.957 25.117 14.741 1.00 22.45 7 B N 

ATOM 4519 CA ILE B 191. 19.235 25.054 16.015 1.00 21.37 6 B C 

ATOM 4520 C ILE B 191 18.908 26.490 16.413 1.00 23.35 6 B C 

ATO M 4521 O ILE B 191 19. 'yl^ 27.399 16.146 1.00 22.43 8 B O 

ATOM 4522 CB ILE B 191 19.955 24.282 17.122 1.00 21.47 6 B C 

ATOM 4523 CGI ILE B 191 21.324 24^895 17.448 1.00 18.40 6 B C 

ATOM 4524 CG2 ILE B 191 20.040 22.799 16.781 1.00 17.37 6 B C 

ATOM 4525 CDl ILE B 191 22.186 24.053 18.392 1.00 20.18 6 B C 

ATOEl J5l6 — K VAL B 192 17.739 26.730 17.008 1.00 22.51 1 B N 

ATOM 4527 CA VAL B 192 17.412 28.132 17.321 1.00 24.37 6 B C 

ATOM 4528 C VAL B 192 17.988 28.636 18.646 1.00 26.04 6 B C 

ATOM 4529 O VAL B 192 17.861 29.830 18.919 1.00 25.84 8 B O 

ATOM 4530 CB VAL B 192 15.901 28.362 17.282 1.00 25.44 6 B C 

ATOM 4531 CGI VAL b' 192 15.283 28.015 15.898 l.QQ 22.60 6 B C 

ATOM 4532 CG2 VAL B 192 15.224 27.496 18.350 1.00 24.50 6 B C 

ATOM 4533 N ASN B 19:^ 18.445 27.737 19.468 1.00 25.72 7 B ^ 

ATOM 4534 CA ASN B 193 19.037 28.072 20.793 1.00 27.86 6 B C 

ATOM 4535 C ASN B 193 20.436 27.460 20.732 1.00 26.98 6 B C 

ATOM 4536 O ASM B 193 20.488 26.234 20.639 1.00 24.91 8 B O 

ATOM 4537 CB - ASN B 193 18.250 27.358 21.882 1.00 27.62 6 B C 

ATOM 4538 CG ASN B 193 18.931 27.356 23.246 1.00 28.19 6 B C 

ATOM 45:^9 OPl ASN B 193 20.142 27.465 23.408 1.00 24.25 8 B O 

ATOM 4540 NP2 ASN B 193 18.037 27.210 24.228 1.00 28.94 7 B N 

ATOM 4541 N GLN B 194 21.486 28.276 20.727 1.00 27.41 7 B N 

ATOM 4542 CA GLN B 194 22.837 27.775 20.598 1.00 28.62 6 B C 

ATOM 4543 C GLN B 194 23.568 27.304 21.860 1.00 28.86 6 B C 

ATOM 4544 O GLN B 194 24.771 26.982 21.785 1.00 25.71 8 B ~ O 

ATOM 4545 Cfl GLN B 194 23. 644 28.896 19.881 1.00 30.58 6 B C 

ATOM 4546 CG GLN B 194 23.075 29.243 18.501 1.00 32.72 6 B C 

ATOM 4547 CD GLN B 194 24.022 29.912 17. 537 1.00 33.95 g B C 

ATOM 4548 OEl GLN B 194 23.609 30.553 16.566 1.00 35.11 8 B O 

ATOM 4549 NE2 GLN B 194 25.340 29.824 17.709 1.00 33.92 7 B N 

ATOM 4550 M GLO B 195 22.892 27.107 22.969 1.00 29.39 7 B N 

ATOM 4551 CA GLO B 195 23.573 26.583 24.155 1.00 32.65 6 B C 

ATOM 4552 C GLO B 195 24.291 25.273 23.845 1*00 32.30 6 8 C 

ATOM 4553 O GLU B 195 25.415 25.128 24.346 1.00 30.89 8 B O 

ATOM 4554 CB GLU B 195 22.718 26.403 25.405 1.00 35.04 6 B C 

ATOM 4555 CG AGLU B 195 21.541 25.483 25.440 0.50 35.24 6 B C 

ATOM 4556 CG BGLU B 195 23.559 25.956 26.582 0.50 3&.98 6 B C 

ATOM 4557 CD AGLU B 195 20.567 25.665 26.589 0.50 35.43 6 B C 

ATOM 4558 CD BGLU B 195 22.864 25.556 27.651 0.50 37.57 6 B C 

ATOM 4559 OE1AGLUB195 20.820 26.429 27.547 0.50 35.20 8 B O 

ATOM 4560 OEIBGLU B 195 21.635 25.396 27.918 0.50 36.77 8 B O 

ATOM 4561 0E2AGLU B 195 19.488 25.040 26.574 0.5D 32.69 8 B O 

ATOM 4fe^2 0E2B6LU B 195 ^23.638 25.381^ 28.828 0.50 39.29 8 B O 

ATOM 45^3 W ARG B 196 23.748 24.350 23.050 l.QQ 29.81 7 B N 

ATOM 4564 CA ARG B 196 24.480 23.112 22.776 l.QQ 27.61 6 B C 

ATOM 4565 C ARG B 196 25.181 23.117 21.421 1.00 27.32 6 B C 

ATOM 4566 O ARG B 196 25.531 22.033 20.917 1.00 27.50 8 B 0 

ATOM 4567 CB ARG B 196 23.526 21.898 22.861 1.00 26.87 6 B C 

ATOM 4568 CG ARG B 196 22.709 21. 855 24 . 158 1.00 25.53 6 B C 

ATOM 4569 CD ARG 8 196 21.825 20.634 24.259 1.00 26.87 6 B C 

ATOM 4 570 NE ARG B 196 22.539 19.416 24.619 1.00 27.31 7 B N 

AT0r4 4571 CZ ARG B 196 21.982 18 . 237 24 .844 1.00 29.26 5 B C 

ATOM 4572 NHl ARG B 196 20.650 18.100 24.725 1.00 30.69 7 B M 

ATOM 4573 WH2 ARG B 196 22.737 17.195 25.181 1.00 27.87 7 B N 
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ATOM 4 653 0D2 RSP B 205 



RTOM 4 65 4 W 



RTOM 4 65 5 Ch 



ATOM _ 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 
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B 
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ATOM 4 666 



ILE B 207 



32.147 



•9.039 
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"6"-B" 
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ATOM _ 



ATOM 



ATOM 



4 6^7. 
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CB ILE B 207 



29.626 



CGI ILE B 207 



28 .729 10. 973 



ATOM 4 669 CG2 ILE B 207 



29.029 10.009 



14.684 
15.921 
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CDl ILE B 207 



N 



LYS B 208 



28.407 
32.374 



9.659 



13.587 
16.601 



1.00 23.80 



1.00 23.65 



11.274 



4 672 CA LYS B 208 



33.190 11.153 



13.231 
12.030 



1.00 23. OT" 
1.00 25.49" 



6 B 

"r~B" 



6 B 



1.00 28.72 
1.00 27.70" 



6 B 
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34 .454 
34 .739 
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11.505 
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1.00 30.63 
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33.536 
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34.154 12.467 



10.108 
9.651 



1.66 32.55" 
1.60 3^.53" 



6 B 
"r"B" 



ATOM 



4 677 CD LYS B 208 



34.468 
35.264 



13.896 



1.00 36.63 6 T" 



ATOM 



4 678 CE LYS B 208 



4 67 9 NZ LYS B 208 



35.634 



T^3.846 
15.231 



8.347 
7.^31 



10.800 13.261 



1.00 38.16 
1.00 28.99 



_7 B_ 

7 B 



ATOM 



4 680 N ARG B 209 



35.217 
36.506 



4 681 CA ARG B 209 



10.084 13.509 



1.00 28.43 
l.QQ 27.46 



6 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



4682 



ARG B 209 



4 683_ 
4684 



ARG B 209 



CB ARG B 209 



3^.1^3 
37.000 



8.635 
7.796 



13, 806 



13.403 



37.349 10.895 



ATOM 4 685 CG ARG B 209 



37.036 10.899 



14.473 
15.930 



l.QQ 28.10 
1.00 31.27 



B_ 

6 B 



4686 
4687 



CD ARG B 209 



38.113 11.616 



NB ARG B 209 



38.090 13.041 



16.769 
16.675 



1.00 31.94 
1.00 34.23" 



6^ B 



1.00 33.86 
1.00 33.76 



7 B_ 

6 B 



ATOM 



4688 CZ ARG B 209 



37.517 



14 .082 
15.293 



17.215 



ATOM 4 689 NHl ARG B 209" 



37.831 



16.716 



ATOM 4 690 NH2 ARG B 209 



36.674 
3^.681 



14 .034 18.223 



1.00 31.99 
1.00 32.61 



1.0 0 26.82" 
29.19 



_7 B 

7 B 



ATOM 4 691 N ASP B 210 



8.280 
6.885 



14.413 



6 B 



ATOM 



4 692 
4693 



CA ASP B 210 



ASP B 215" 



34.726 



34.120 6.140 



14.684 



13.487 
13.499 



1.00 

1.00 30.19 



1.60 36.03 
1.00 2^.fe0" 



ATOM 



4694 
4695 



ASP B 210 



CB ASP B 210 



33.899 
' 33.737 



4.915 



6.868 IS.SST 



34.364 7.052 17.223 1.00 30.79 6 B" 



ATOM 
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ATOM 4 697 ODl 



4698 
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0D2 



ASP B 210 
ASP B 2lT" 



35.568 



33.688 



6.717 
7.510 



17.362 
18.172 



1.00 32;21 



8 B 



N 



GLY B 211 



33.962 
33.470 



6.805 12.366 



1.00 28.34 



8 B 



1.00 28.36 
1.00 31.24 



7 B 



ATOM 



ATOM 



ATOM 



ATOM 



4700 CA GLY B 211 
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GLY B 211 



31.999 



6.154 
5.7^0 



11.143 



11.279 1.00 28."9r" 



GLY B 211 



31.582 
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31.255 
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12.059 
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29.847 
29.015 



6.284 12.327 



1.00 27.16 
1.00 26.90" 



7. 435 



ASP B 212 



29.585 8.249 



11.735 
10.972 
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1.00 25.1?" 



_e B_ 

7 B 
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1.00 29.60" 
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28.568 
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26.886 



4.588 
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15.225 
12.056 
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ATOM 5127 N GLY B 269 -7.362 13.825 26.948 1.00 23.90 7 B N 

ATOM 5128 CR GLY B 269 -8.071 14.706 26.064 1.00 25.00 6 B C 

ATOM 5129 C GLY B 269 -7.963 1^.173 2^.517 l.QQ 28.06 6 B C 

ATOM 5130 O GLY B 269 -7.905 17.077 25.682- 1.00 24.99 8 B 0 

ATOM 5131 H SER B 270 -8.097 16.361 27.842 1.00 27.65 7 B N 

ATOM 5132 CA SER B 270 -8.220 17.742 28.321 1.00 27.73 6 B C 

ATOM 5133 C SER B 270 -6.916 18.502 28.155 1.00 28.56 6 B C 

ATOM 5134 O SER B 270 -6.882 19.734 28.086 1.00 29. 6l SB 0 

ATOM 5135 CB SER B 270 -8.676 17.690 29.783 1.00 27.23 6 B C 

ATOM 5136 OG SER B 270 -7.652 17.077 30.554 1.00 26.86 8 B O 

ATOM 5137 H GLN B 271 -5.826 17.760 28.038 1.00 27.86 7 B W 

ATOM 5138 CA GLN B 271 -4.504 18.324 27.883 1.00 29.34 6 B C 

ATOM 5139 C 6LW B 271 -4.080 18.489 26.433 1.00 29.26 ^ B C 

ATOM S140 O GLN B 271 . -2.981 18.973 26.151 1.00 29.06 8 B O 

ATOM 5141 CB GLN B 271 -3.469 17.456 28.621 1.00 33.33 6 B C 

' ATOM 5142 CO GLN B 271 -3.800 17.167 30.089 1.00 37.17 ^ B C 

ATOM 5143 CD GLN B 271 -2.771 16.207 30.679 1.00 38.89 6 B C 

ATOM 5144 OEl GLN B 271 -2.611 15.070 30.223 1.00 38.53 8 B O 

ATOM Si4S ME2 GLN B 2^1 -1.966 l6.^99 31.630 1.00 !?6 . fe^ i B N 

ATOM 5146 N VAL B 272 -4.53^ 18.072 25.498 1.00 ^6.2^ 7 B N 

ATOM 5147 CA VAL B 272 -4.581 18.117 24.090 1.00 25.02 6 B C 

ATOM 5148 C VAL B 272 -5.456 19.031 23.238 1.00 26.05 6 B C 
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1.00 


16.53 


6 


B 


C 


ATOM 


5330 


c 


GLY 


B 


293 


-3.778 


22.604 


12.027 


1.00 


17.12 


6 


B 


C 


ATOM 


5331 


0 


GLY 


B 


293 


-4. 135 


23.087 


10.921 


1.00 


18, 97 


8 


B 


0 


ATOM 


5332 


N 


PHE 


B 


294 


-4.079 


21.357 


12.419 


1.00 


16.37 


7 


B 


N 


ATOM 


5333 


CA 


PHE 


B 


294 


-5.067 


20.58 6 


11. 696 


1.00 


16.59 


6 


B 


c 


ATOM 


"5334 


C 


PHE 


B 


294 


-6.235 


20.108 


12.567 


I. 00 


16.77 ■ 


6 


B 


c 


ATOM 


5335 


0 


PHE 


B 


^^4 


-5.991 


19.657 


13.691 


1.00 


18.40 


8 


B 


0 


ATOM 


5336 


CB 


PHE 


B 


294 


-4. 440 


19.304 


11.100 


1.00 


16.46 


6 


B 


c 


ATOM 


5337 


CG 


PHE 


B 


294 


-3.478 


19.650 


9. 977 


1.00 


18,93 


6 


B 


c 


ATOM 


5338 


CDl 


PHE 


B 


294 


-2.133 


19.751 


10.240 


1.00 


16. 61 


^ 


B 


c 


ATOM 


5339 


CD2 


PHE 


B 


294 


-3.954 


19 . 884 


8 . 704 


1.00 


17.35 


6 


B 


c 


ATOM 


534 0 


CEl 


PHE 


B 


294 


-1.253 


20.072 


9. 220 


1.00 


18.75 


6 


B 


c 


ATOM 


5341 


CE2 


PHE 


B 


294 


-3.073 


20.235 


7 . 693 


1.00 


21.30 


6 


B 


c 


ATOM 


5342 


C2 


PHE 


B 


294 


-1,716 


20. 354 


7 . 949 


1.00 


20.46 


^ 


B 


c 


ATOM 


5343 


N 


GLU 


B 


295 


-7 . 421 


20.099 


11. 979 


1.00 


17.31 


7 


B 


N 


ATOM 


5344 


CA 


GLU 


B 


295 


-8, 638 


19. 575 


12. 614 


1,00 


17.44 


6 


B 


c 


ATOM 


5345 


C 


GLU 


B 


295 


-9. 434 


18 . 908 


11. 486 


1.00 


16.42 


6 


B 


c 


ATOM 


5346 


0 


GLU 


B 


2 95 


-9.648 


19.530 


10.441 


1.00 


16.06 


8 


B 


0 


ATOM 


5347 


CB 


GLU 


B 


295 


-9.468 


20.740 


13.175 


1.00 


16.62 


6 


B 


c 


ATOM 


5348 


CG 


GLU 


B 


295 


-8.844 


21.289 


1-4.4 72 


1.00 


18.19 


6 


B 


c 


ATOM 


5349 


CD 


GLU 


B 


295 


-9.432 


22. 661 


14 .788 


1.00 


19.01 




B 


c 


ATOM 


5350 


OEl 


GLU 


B 


295 


-10. 384 


23. 186 


14 . 143 


1.00 


18.58 


8 


B 


0 


ATOM 


5351 


0E2 


GLU 


B 


295 


-8. 904 


23.208 


15.761 


1 .00 


18.89 


8 


B. 


0 


ATOM 


5352 


H 


GLY 


B 


296 


-9. 665 


17 . 603 


11.555 


1.00 


17.22 


7 


B 


N 


ATOM 


5353 


CA 


GLY 


B 


296 


-10.366 


16. 862 


10.550 


1.00 


16.34 


6 


B 


c 


ATOM 


5354 


C 


GLY 


B 


296 


-9.555 


16.801 


9.244 


1.00 


17.33 


6 


B 


c 


ATOM 


^355 


0 


GLY 


B 


296 


-10.176 


16.769 


8.171 


1.00 


17.57 


8 


B 


0 


ATOM 


5356 


N 


GLY 


B 


297 


-8.254 


16.875 


9.284 


1.00 


18.35 


7 


B 




ATOM 


5357 


CA 


GLY 


B 


297 


-7.490 


16.806 


8.007 


■^700 ■ 


16.51 ■ 


6 


B 


c 


ATOM 


"5358 


C 


GLY 


B 


297 


-7.528 


18.157 


■ 7.286" 


1,00 


18.65 - 


6 


B 


C 


ATOM 


■5359" 


0 


GLY 


B 


297 


-7.016 


18.231 


6. 166 


1.00 


17.58 


8 


B 


0 


ATOM 


" 5360 


M 


MET 


B 


293 


-7, 907 


19.256 


7. 935 


1.00 


16.22 


7 


B 


N 


ATOM 


5361 


CA 


MET 


B 


298 


-8.039 


20.575 


7 . 389 


1.00 


17 . 45 


6 


B 


c 


ATOM 


5362 


c 


MET 


B 


298 


-:^.26^ 


21.634 


8.174 


1 .00 


19.41 


6 


B 


c 


ATOM 


5363 


0 


MET 


B 


298 


-7.161 


21.515 


9.396 


1 .00 


16. 63 


8 


B 


0 
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ATOM 


5364 


CB 


MET 


B 


298 


-9.515 


21.090 


7.413 


1.00 17,32 


6 


B 


C 


ATOM 


5365 


CG 


MET 


B 


298 


-10.388 


20.204 


6.^04 


1.00 16.52 


6 


B 


C 


ATOM 




SE 


MET 


B 


298 


-12.225 


20. 666 


6.662 


1.00 35.82 


34 


B 


SE 


ATOM 


5367 


CB2 


MET 


B 


298 


-12.400 


"i0.315 


8.754 


1.00 16.52 




B 


C 


ATOM 


5368 


N 


THR 


B 


299 


-6.738 


22.652 


7.485 


1.00 17.58 


7 


B 


M 


ATOM 


5369 


CA 


THR 


B 


299 


-5. 993 


" 23.673 ■ 


8,235 


1.00 18.31 


4 


B 


C 


ATOM 


5370 


c 


THR 


B 


299 


-6.969 


24.451 


9.123 


1.00 19,38 


6 


B 


C 


ATOM 


5371 


0 


THR 


B 


299 


-8.032 


24.832 


8. 577 


1.00 17.70 


8 


B 


0 




5372 


CB 


THR 


B 


299 


-5.303 


24.608 


7.248 


1.00 16.67 


6 


B 


C 


ATOM 


^■^ T'^ 

f J 


OGl 


THR 


Q 


299 


-6.220 


25.004 


6.206 


1.00 15.95 


8 


B 


0 


ATOM 


5374 


CG2 


THR 


B 


299 


-4.169 


23.768 


6.588 


1.00 17,95 


6 


B 


c 


ATOM 


a J / 3 


N 


ASN 


B 


300 


-6. 586 


24,758 


10.372 


1.00 18.79 


7 


B 


N 


ATOM 


o J / o 


CA 


ASH 


B 


300 


-7 . 554 


25.514 


11. 162 


1.00 20.27 


6 


B 


C 


ATOM 


5377 


C 


ASN 


B 


300 


-7 . 113 


26.991 


11. 294 


l.OO 20.96 


6 


B 


c 


ATOM 


5378 


Q 


ASt) 


B 


300 


-7.819 


27 ,722 


11. 987 


1.00 19.50 


8 


B 


0 


ATOM 


5379 


CB 


ASN 


O 


300 


-f . 72T" 


24 . 908 


12. 536 


1.00 16.98 


6 


B 


c 


ATOM 


5380 




ASH 


B 


300 


-6.462 


24 . 916 


13. 346 


1.00 18.44 


^ 


B 


c 


ATOM 


5381 


ODl 


ASN 


B 


300 


-5 . 384 


25 . 35^ 


12. 958 


1.00 19.57 


8 


B 


o 


ATOM 


5382 


ND2 


ASN 




300 


-6 . 582 


24 , 361 


14 . 538 


1.00 15.86 


7 


B 


N 


ATOM 


5383 


N 




a 


301 


-6 . 010 


27 . 343 


10. 643 


1.00 19.42 


i 


B 


N 


ATOM 


5384 


CA 




B 


301 


-5.521 


28 . 720 


10. 746 


1.00 17.50 


6 


B 


c 


ATOM 


5385 


C 


GLY 


B 


301 


—4 ,38 6 


28 .902 


11.740 


1,00 19,44 


6 


B 


c 


ATOM 


5386 


0 


GLY 


B 


jkjx 


_3 , 668 


29 . 92^ 


11. 641 


1.00 18.93 


8 


B 


0 


ATOM 


5387 


N 


GLN 


B 




- 4 , 090 


27 . 952 


12. 622 


1.00 18.03 


7 


B 


N 


ATOM 


5388 


CA 


GLN 


B 


302 


_2 , 919 


28 , 074 


13 4 66 


1.00 18.86 


6 


B 


c 


ATOM 


5389 


C 


GLN 


B 


302 


-i . 678 


27 . 661 


12.649 


1.00 19.93 


6~" 


B 


c 


ATOM 


5390 


0 


GLN 


B 


302 


— 1 800 


27 128 


11 . 560 


1.00 18 . 92 


8 


B 


0 


ATOM 


5391 


CB 


GLN 


B 


302 


. 70U 


2 7 . 1 "6^ 


14 . 682 


1.00 20.75 


g 


B 


c 


ATOM 


5392 


CG 


GLN 


B 


302 


-4 .155" 


27 . 438 


15 . 615 


1.00 21.04 


6 


B 


c 


ATOM 


5393 


CD 


GLN 


B 


302 


— J . 


28.814 


16.2 63 


' 100 94 . 93 


— g" 


B 


c 


ATOM 


5394 


OEl 


GIiW- 


B 


302 


. 938 


28 . 963 


16. 986 


1.00 25.90 




B 


0 


ATOM 


5395 


NE2 




B 


302 


—4 . 719 


29 . 811 


15 . 955 


1.00 25.85 


7 


B 


N 


ATOM 


5396 


N 


PRO 


B 


'in'i 
4U J 


—0.502 


27 . 929 


13 • 152 


1 . 00 19.58 


7 


B 


N 


ATOM 


5397 


CA 


PRO 


B 


303 




27.4^'d ' 


12 . 4 63 


1 . 00 21.48 


6 


B 


c 


ATOM 


5398 


C 


PRO 


B 


303 


0 , ^l7" 


25 . 95^ 


12 . 247 


1 . 00 21.20 


6 


B 


c 


ATOM 


5399 


o 


PRO 


B 


303 


0.184 


25 . 157 


13 . 068 


1.00 17.36 


8 


B 


0 


ATOM 


5400 


CB 


PRO 


B 


303 


1.789 


27 . 834 


13.439 


1. 00 21.44 




B 


c 


ATOM 


5401 


CG 


pp.0 


B 




1 . 270 


29 , 083 


14 .140 


1.00 20.83 


6 


B 


c 


ATOM 


5402 


CD 


PRO 


B 


303 


—0.1 ^7 


28 . 660 


14 . 396 


1,00 22.34 


6 


B 


c 


ATOM 


5403 


N 


XLE 


B 


JU^ 


1,017 


25.533 


11.047 


1,00 21.77 


7 


B 


N 


ATOM 


5404 




XLE 


B 


304 


1 . 207 


24.121 


10.748 


1.00 20.16 


6 


B 


C 


ATOM 


5405 


C 






304 


2.565 


23 . 777 


11 .419 


1.00 20.66 


6 


B 


C 


ATOM 


54 06 


0 


■■. 


Q 


304 


3 . 589 


24.401 


11 .090 


1.00 21.54 


8 


B 


0 


ATOM 


5 4 07 


CB 


±ijCJ 




304 


1 .313 


23 .778 


9.257 


1.00 19.66 


6 


B 


c 


ATOM 


5 4 06 


CGI 




-g- 


304 


■ -0^031 


23.928 


8.540 


1.00 21.00 




B 


c 


ATOM 


5409 


CG2 


XLE 


B 


304 


1 .843 


22.345 


9. 101 


1.00 19.24 


6 


B 


c 


ATOM 


5410 


CDl 


ILE 


B 


304 


0.005 


23.778 


■■■^:o32 


1,00 21,67 


6^ 


B 


c 


ATOM 


5411 


N 






305 


■■■ ■ i.530 


22 .781 


12. 289 


1.00 18.79 


7 


B 


H 


ATOM 




CA 


VAL 


B 


305 


3.723 


22. 312 


12.965 


1.00 18.38 


6 


B 


c 


ATOM 


— biXT 




V/Uj 


B 


305 


3.888 


20.815 


12.703 


1.00 19.83 


6 


B 


c 


ATOM 


5414 


Q 


VAL 


B 


305 


3.087 


20.015 


1^.148 


1.00 18.53 


■ 6 


B 


0 


ATOM 


5415 


Cfl 


VAL 


B 


305 


i.678 


22.572 


14,477 


1.00 17.37 


6 


B 


c 


ATOM 


O 4 X o 


CGI 


VAL 


B 


305 


4 .980 


22. 115 


15.1^1 


1.00 17,00 


6 


B 


c 


ATOM 


5417 


CG2 


VAL 


B 


305 


3.448 


24 .061 


14 .723 


1.00 16.04 




■ B 


c 


ATOM 




N 


VAL 


B 


306 


4 . 949 


20. 482 


11.983 


1.00 18,34 


7 


B 


N 




5419 


CA 


VAL 


B 


306 


5.249 


19.105 


11.616 


1.00 18.01 


6 


B 


C 




5420 




VAL 


B 


306 


6.726 


18.787 


11.779 


1.00 18,23 


6 


B 


C 


ATOM 


542i 


0 


VAL 


B 


306 


7.609 


19. 636 


11.574 


1.00 18,63 


8 


B 


0 


tKLKjn 


5422 


CB 


VAL 


B 


306 


4.740 


18. 923 


10.161 


1.00 18.60 


6 


B 


C 


ATOM 


5423 


CGI 


VAL 


B 


306 


- 5.566 


19. 761 


9.200 


1.00 23.00 


6 


B 


C 


ATOM 


5424 


CG2 


VAL 


B 


306 


4.742 


17.454 


9.801 


1.00 18,75 


6 


B 


C 


ATOM 


5425 


N 


ARG 


B 


307 


7.017 


17.611 


12.314 


1.00 18.40 


7 


B 


N 


ATOM 


5426 


CA 


ARG 


B 


307 


e.319 


17.080 


12.643 


1.00 20.54 


6 


B 


C 


ATOM 


5427 


C 


ARG 


B 


307 


8.543 


15.752 


11.894 


1,00 20.15 


6 


B 


C 


ATOM 


5428 


0 


ARG 


B 


307 


7.599 


14.977 


11.739 


1.00 19.61 


8 


B 


0 


ATOM 


5429 


CB 


ARG 


B 


307 


8.4 63 


16.819 


14.153 


1.00 20.11 


6 


B 


C 


ATOM 


5430 


CG 


ARG 


fi 


307 


8.543 


18.130 


14.948 


1.00 21.77 


6 


B 


c 


ATOM 


5431 


CD 


ARG 


B 


307 


9.023 


17.893 


16.399 


1.00 22,45 


^ 


B 


c 


ATOM 


5432 


NE 


ARG 


B 


307 


7.997 


17.077 


17.072 


1.00 25,23 


7 


B 


N 


ATOM 


5433 


CZ 


ARG 


B 


307 


6.878 


17. 619 


17.566 


i.6o 2^.61 




B 


c 


ATOM 


■ 5434 


NHl 


ARG 


B 


307 


6.691 


18.940 


17.476 


- 1.00 24. a 


i 


B 


N 


ATOM 


5435 


NH2 


ARG 


B 


307 


5.953 


16. 845 


18.144 


1.00 26.10 


7 


B 


N 


ATOM 


5436 


N 


GLY 


B 


308 


9.760 


15.581 


11.419 


1.00 18.47 


7 


B 


N 


ATOM 


5437 


CA 


GLY 


B 


308 


10. 105 


14.322 


10.715 


1.00 17.93 


6 


B 


C 


ATOM 


5438 


C 


GL^ 


B 


308 


11.400 


13.817 


11.350 


l.OO 19.23 


6 


B 


c 


ATOM 


5439 


O 


GLY 


B 


308 


12.215 


14. 607 


11.809 


1,00 21.59 


8 


B 


0 


ATOM 


5440 


» 


VAL 


B 


309 


11.521 


12. 490 


11.528 


1.00 18.44 


7 


B 


N 


ATOM 


5441 


CA 


VAL 


B 


309 


12.752 


11. 936 


12.020 


1.00 17.91 


6 


B 


C 


ATOM 


5442 


C 


VAL 


B 


309 


13.603 


11.399 


10.869 


1.00 20.66 


6 


B 


C 
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ATOM 5443 O VAL B 309 13.166 X0.574 10.043 1.00 18,13 8 B O 

ATOM 5444 CB VAL B 309 12.576 10.835 13.069 1.00 16,75 6 B C 

ATOM 5445 CGI VAL fl 309 11,566 9.771 12.596 1.00 15.15 SB C 

ATOM 5446 CG2 VAL B 309 13.910 10.159 13.376 1.00 17.10 6 B C 

ATOM 5447 H MET B 310 14.859 11.879 10.835 1.00 18.75 7 B N 

ATOM 5448 CA MET B 310 15.V&& 11.372 9.834 1.00 18.36 6 B C 

ATOM 5449 C MET B 310 16.^^1 10.338 10.526 1.00 19.34 g B C 

ATOM 5450 O MET B 310 17.338 10.620 11.551 1.00 19.07 8 B 0 

ATOM 5451 CB MET B 310 16.69^ 12.481 9.276 1.00 15.99 ^ B C 

ATOM 5452 CG MET B 310 17.658 11.877 8.245 1.00 18.10 6 B C 

ATOM 5453 SE MET B 310 18.953 13.245 8.009 1.00 39.46 34 B SB 

ATOM 5454 C£2 MET B 310 19.945 12.502 6.322 1.00 30.02 ^ B C 

ATOM 5455 N LYS B 311 16.706 9.100 10.043 1.00 19.22 7 B N 

ATOM 5456 CA LYS B 311 17.600 8.092 10.625 1.00 18.73 6 B C 

ATOM 5457 C LYS B 311 19.028 8.481 10.219 1.00 18>35 6 B C 

ATOM 5458 0 LYS B 311 19.235 9.259 9.305 1.00 20.26 8 B 0 

ATOM 5459 CB LYS B 311 17.279 6.679 10.069 1.00 16.26 ^ B C 

ATOM 5460 CG LYS B 311 17.890 6.371 8,700 1.00 20>35 6 B C 

ATOM 5461 CD LYS B 311 17. 26^ 5.148 "^.^40 1.00 20.13 6 B C 

ATOM 54 62 CE LYS B 311 18.355 4.^00 6.971 1.00 20.91 6 B C 

ATC^ 5463 N2 LYS B 311 17.742 3.742 5.887 1.00 17.72 7 B N 

ATOM 5464 N PRO B 312 20.047 7.926 10.842 1.00 19.64 7 B N 

ATOM 5465 CA PRO B 312 21.436 8.174 10.512 1.00 19.40 6 B C 

ATOM 5466 C PRO B 312 21.769 7.755 9.103 1.00 18.83 6 B C 

ATOM 5467 O PRO B 312 21.198 6.839 6.519 1.00 17.99 8 B 0 

ATOM 5468 CB PRO B 312 22.237 7.228 11.471 l.QO 19.50 6 B C 

ATOM 5469 CG PRO B 312 21.310 7.225 12.651 1.00 20.78 6 B C 

ATOM 5470 CD PRO B 312 19.937 7.024 12.009 1.00 19.85 6 B C 

ATOM 5471 N ILE B 313 22.741 8.418 8.509 1.00 19.90 7 B N 

ATOM 5472 CA TLB B 313 23.227 8.027 7.168 1.00 21.10 6 B C 

ATOM 5473 C ILE B 313 23.647 6.573 7.202 1.00 21.83 6 B C 

ATOM 5474 O ILE B 313 24.386 6.146 8.072 1.00 19.54 8 B O 

ATOM 5475 CB ILE B 313 24.388 9.004 6.884 1.00 23.84 6 B C 

ATOM 5476 CGI ILE B 313 23.702 10.346 6.621 1.00 24. 6 B C 

ATOM 5477 CG2 ILE B 313 25.258 8.481 5.762 1.00 23.10 6 B C 

ATOM 5478 CDl ILfi B 313 24.464 11.434 5.924 1.00 27.12 ^ B C 

ATOM 5479 W PRO B 314 23.245 5.760 6.233 1.00 20.24 V B N 

ATOM 5480 CA PRO B 314 23.573 4.355 6.199 1.00 21.78 ^ B C 

ATOM 5481 C PRO B 314 25.045 4.094 5.924 1.00 22.55 6 B C 

ATOM 5482 O PRO B 314 25.567 3.078 6.378 1.00 23.39 8 B O 

ATOM 5483 CD PRO B 314 22.808 3.834 4.966 1.00 21.14 6 B C 

ATOM 5464 CG PRO B 314 21.643 4.787 4.907 1.00 21.5^ ^ B C 

ATOM 5485 CD PRO B 314 22.308 6.139 5.157 1.00 20.30 6 B C 

ATOM 5486 N THR B 315 25.684 4.929 5.115 1.00 24.33 7 B M 

ATOM 5487 CA THR B 315 27.073 4.617 4.747 1.00 23.84 ^ B C 

ATOM 5488 C THR B 315 28.017 5.024 5.881 1.00 25.60 6 B C 

ATOM 5489 O THR B 315 28.304 6.211 6.015 1.00 25.99 8 B O 

ATOM 54 90 CB THR B 315 27.500 5.361 3.479 1.00 25.64 6 B C 

ATOM 5491 OGl THR B 315 26.552 5.101 2.430 1.00 26.20 8 B 0 

ATOM 5492 CG2 THR B 315 28.900 4.912 3.059 1.00 24.46 ^ B C 

ATOM 5493 H LEU B 316 28.576 4.037 6.545 1.00 27.24 7 B M 

ATOM 5494 CA LEO B 316 29.493 4.211 7.665 1.00 29.5^ ^ B C 

ATOM 5495 C LEO B 316 30.910 3.982 7.108 1.00 29.63 6 B C 

ATOM 5496 O LEU B 316 31.053 3.100 6.239 1.00 28.79 8 B 0 

ATOM 5497 CB LEU B 316 29.214 3.196 8.782 1.00 31.48 6 B C 

ATOM 5498 CG LEU B 316 27.966 3.360 9.652 1.00 36.17 6 B C 

ATOM 5499 CDl LEU B 316 26.735 2.730 9.032 1.00 35.93 6 B C 

ATOM 5500 CD2 LEU B 316 28.142 2.686 11.023 1.00 36.26 6 B C 

ATOM 5501 M TYR fl 317 31.862 4.761 7.577 1.00 29.02 7 B W 

ATOM 5502 CA TYR B 317 33.234 4.602 7.110 1.00 32. 4d 6 B C 

ATOM 5503 C TYR B 317 33.865 3.393 7.777 1.00 32.51 6 B C 

ATOM 5504 O TYR B 317 34.899 2.928 7.298 1.00 30.91 6 B 6 

ATOM 5505 CB TYR B 317 34.007 5.909 7.194 1.00 33.83 6 B C 

ATOM 5506 CG TYR B 317 33.661 6.831 6.000 1.00 36.50 6 B C 

ATOM 5507 CDl TYR B 317 32.673 6.884 5.280 l.QO 38.92 ^ B C 

ATOM 5508 CD2 TYR B 317 34.873 7.687 5.593 1.00 38.31 6 ■ B C 

ATOM 5509 CEl TYR B 317 32.504 7.768 4.232 1.00 39.47 6 B C 

ATOM 5510 CE2 TYR B 317 34.717 8.581 4.542 1.00 39.23 6 B C 

ATOM 5511 C2 TYR B 317 33.52^ S . 608 3. 855 1.00 38.57 6 B C 

ATOM 5512 OH TYR B 317 33.315 9.454 2.794 1.00 38.26 B B 6 

ATOM 5513 N LYS B 318 33.286 2.886 8.847 1.00 33.86 7 B N 

ATOM 5514'- CA LYS B 318 33.676 1.634 9.492 1.00 35.26 6 B C 

ATOM 5515 C LYS B 318 32.456 0.765 9.103 1.00 33.07 6 B C 

ATOM 5516 O LYS B 318 31.480 0.756 9.831 1.00 29.56 8 B 0 

ATOM 5517 CB LYS B 318 33.811 1.574 11.003 1.00 33.21 6 B C 

ATOM 5518 CG LYS B 318 34.958 2.317 11.633 1.00 43.31 6 B C 

ATOM 5519 CD LYS B 318 35.415 1.651 12.941 1.00 47.78 6 B C 

ATOM 5520 CE LYS B 318 36.811 2.138 13.338 1.00 49.44 6 B C 

ATOM 5521 WZ LYS B 318 37.492 1.250 14.335 1.00 52.59 7 B H 



10/529196 



wo 2004/029239 PCT/GB2003/004104 



71/189 



ATOM 


5522 


N 


PRO 


B 


319 


32.479 


0.162 


7.925 


1.00 32.28 


7 


B 


N 


ATOM 


5523 


CA 


PRO 


B 


319 


31.334 


■-6.^61" 


7.409 


1.00 31.06 


6 


B 


C 


ATOM 


5524 


c 


PRO 


B 


319 


30»780 


-1.709 


8.225 


1,00 31.00 


6 


B 


C 


ATOM 


5525 


0 


PRO 


B 


319 


31. 487 


-2.422 


8.929 


1.00 28,84 


8 


B 


0 


ATOM 


5526 


CB 


PRO 


B 


319 


31,781 


-1.013 


6.023 


1.00 32.02 


6 


B 


C 


ATOM 


5527 


CG 


PRO 


B 


319 


33.288 


-0.981 


6.110 


1,00 32.98 


6 


B 


C 


ATOM 


5528 


CD 


PRO 


B 


319 


33. 642 


0,153 


*>.02i 


i.oo !il.84 


6 


B 


c 


ATOM 


5529 


N 


LEO 


B 


320 


29. 465 


-1.932 


8.109 


1.00 29.22 


7 


B 


N 


ATOM 


5530 


CA 


IiEU 


B 


320 


2B. 831 


-3.039 


8.819 


1.00 30.27 


6 


B 


c 


i\XKjn 


5531 




LEU 


B 


320 


28. 938 


-4 .289 


7.976 


1.00 29.11 


6 


B 


c 


ATOM 


^532 


0 


LEU 


B 


320 


29. 384 


-4 .203 


^.^23 


1.00 28.33 


8 


B 


0 


ATOM 


5533 


CB 


LEU 


B 


320 


27. 370 


-2.705 


9.124 


1.00 31.82 


6 


B 


c 


ATOM 




CG 


LEU 


B 


320 


27 . 175 


-1, 411 


9.919 


1.00 32.71 


6 


B 


c 


ATOM 




V. ux 


LEU 




320 


25 . 731 


-0. 921 


9.802 


1.00 33.30 


6 


B 


c 


ATOM 




CD2 


LEU 




320 


27 , 535 


-1.665 


11.380 


1.00 31.90 


6 


B 


c 


ATOM 


Da J / 


N 


MET 




321 


""28.369 


-5,379 


8. 485 


1.00 28.08 


7 


B 


N 


ATOM 


5538 


CA 


MET 




321 


28. 431" 


-6.639 


7 ,750 


1.00 26.91 


6 


B 


C 


ATOM 


5539 




MET 


B 


321 


27 . 395 


'■■-6. "75^ 


6. 651 


1.00 26.78 


6 


B 


c 


ATOM 


5 540 


O 


MET 




321 


26. 217 


-6.395 


6.777 


1.00 26.93 


8 


B 


0 


ATOM 


5541 




MET 


fi 


X 


28 . 332 


-7 . 720 


8 .818 


1. 00 26,43 


' 


B 


c 


ATOM 


554Z 


CG 




B 




28 . 165 


-9 . 122 


8 324 


1.00 29-66 


6 


B 


c 


ATOM 


554 3 


SB 


MPT 




321 


30. 454 


-9 . 330 


7.654 


1.00 79.64 


34 


B 


SE 


ATOM 


5544 


CE2 


MET 




321 


31.359 


-7 . 930 


8 . 453 


1,00 25,11 


6~ 


B 


c 


ATOM 


554 5 


N 




B 


322 


27.811 


-7.405 


5 . 570 


1.00 27.18 


7 


B 


M 


ATOM 


554 ^ 


CA 


■ SER 


B 




26 . 952 


617 


4,400 


1.00 26.69 


,..,,^„- 


B 


c 


ATOM 




C 


SER 




322 


27 . 352 


-8 . 921 


3 , 702 


1.00 27.70 


6 


B 


C 


ATOM 


554 8 


0 


SER 




322 


27.922 


-9.841 


4 . 328 


1.00 27.97 


8 


B 


0 


ATOM 


554 9 


CB 


SER 


B 


32*^ 


26 . 978 


-6. 379 


3 . 498 


1.00 25.87 




fi 


C 


ATOM 


5550 


OG 


SER 


B 


322 


2 6. 096 


. 4 69 


2 374 


1.00 27.27 


T 


B 


0 


ATOM 


5551 


N 


VAL 


B 


T 9 ^ 


■ 27 , 016 


-9. 016 


"2":42^'" 


1.00 26.07 


7 


B 


N 


ATOM 


5552 


CA 


VAL 


B 




27 .236 


-10. 232 


1 , 62 6 


1.00 26,01 


6 


B 


c 


ATOM 


5553 


C 


VAIi 


B 


323 


27 . 714 


-9. 820 


0.234 


1.00 28,12 


6 


B 


c 


ATOM 


5554 


0 


VAL 


B 


"5 9 
J £ 3 


27 . 199 


-8. 851 


-0.34^ 


1.00 29.45 


8 


B 


0 


ATOM 


5555 


CB 


VAL 


B 


323 


25.934 




- i.sis 


1,00 23,18 


6 


B 


c 


ATOM 


5556 


CGI 


VAL 


B 


32 3 


26.084 


-127^^1' 


0.599 


1.00 23.23 


6 


B 


c 


ATOM 


5 557 


CG.:. 




Q 


323 


25 , 3^5 


-11.494 


2 . 846 


1,00 20.76 


^ 


B 


c 


ATOM 


5558 


N 


ASr 




324 


■' 28.^34 


-10 . 550 


-0 . 344 


1,00 28,20 


7 


B 


N 


ATOM 


5559 


CA 


ASP 


B 




29-087 


-10 . 384 


-1 . 715 


1.00 29.13 


6 


B 


c 


ATOM 


5550 


C 


ASP 


B 




28.055 


-10 . 985 


-2 . 667 


1.00 29.14 


6 


B 


c 


ATOM 


5561 


o 




6 




27 .844 


-12.222 


-2 . 622 


i.oo 29.20 


8 


B 


0 


ATOM 


5562 


CB 


ASP 


B 




30 .429 


-11 . 131 


-1.853 


1.00 30.25 




B 


c 


ATOM 


5563 


CG 


ASP 




324 


31.049 


-10 , 980 


-3.214 


1.00 31.84 


6 


B 


c 


AT^l 


5564 




ASP 


fl 


324 


30.400 


-11.259 


-4 .240 


1,00 31.76 


8 


B 


0 


ATOM 


5565 


— 


ASP 


Q 


32 4 


32 . 218 


-10 . 531 


-3 ,223 


1.00 33,07 


8 


B 


0 


ATOM 




— 


ILE 


Q 


325 


27 . 329 


-10 . 164 


-3.424 


1.00 25.58 


7 


B 




ATOM 


55 67 


CA 


ILB 


Q 


325 


2^.226 


-10. 712 


-4 . 237 


1.00 25.30 




B 


c 


ATOM 


39 oo 




ILE 


B 


325 


26 , 707 


-11 , 639 


-5 .347 


1.00 27,45 




B 


c 


ATOM 


5569 


0 


JLE 




325 


25 . 901 


-12. 380 


-5 . 936 


1.00 24.90 


8 


B 


0 


ATOM 


3 3/1/ 


CB 


XLE 


g 


325 


25 . 324 


-9. 589 


-4.796 


1.00 24.84 


6 


B 


c 


ATOM 


5 571 


CGI 


ILB 


B 


325 


26. 082 


-8 . 686 


-5.752 


1.00 21.38 


6 


B 


c 




5572 


CG2 


ILE 


B 


325 


24 .814 


-8.751 


-3.611 


1,00 22.54 




B 


c 


^^^^ — 


5573 


CDl 


ILE 


B 


325 


" "25 ".195 


-'7,790 




1,00 22.54 


6 


B 


c 


ATOM 


5574 


N 


GLU 


3 


326 


"fie. 025 


-11.697 


-5.549 


1.00 27,07 


7 


B 


M 




5575 


CA 


GLU 


B 


326 


28 .594 


-12.580 


-6. 549 


1,00 30,39 


... 


B 


c 


ATOM 


557 6 




GLU 


B 


326 


28 . 955 


-13.951 


-5,989 


1,00 30.54 


6. 


B 


c 


ATOM 


5577 


0 


GLU 


B 


326 


28.829 


-14 .952 


-6.704 


1.00 31.35 


8 


B 


0 


ATOM 


5578 


CD 


GLU 


B 


326 


2^.853 


-11.975 


-7. 174 


1.00 32.68 


6 


B 


c 


ATOM ■ 


5579 


CG 


GLU 


B 


326 


29. ^87 


-11.042 


-8.345 


1.00 36,31 




B 


c 


ATOM 


5580 


CD 


GLU 


B 


326 


30. 849 


-10. 530 


-9.015 


1,00 37.66 


-6" 


B 


c 


ATOM 


5581 


OBl 


GLU 


B 


326 


31 .863 


-10.271 


-8.346 


1.00 38.29 


8 


B 


0 


ATOM 


5582 


0E2 


GLU 


B 


326 


30.852 


-10.372 


-10.249 


1.00 39.54 


8 


B 


0 


ATOM 




U 


THR 


B 


327 


29.375 


-14.020 


-4.735 


1.00 30.30 


7 


B 


N 


ATOM 


■ 5564 


CA 


THR 


B 


327 


29.835 


-15.299 


-4.203 


1.00 31.11 


6 


B 


c 


ATOM 


5585 


C 


THR 


B 


327 


28. 970 


-15.761 


-3.042 


1.00 30.65 


6 


6 


c 


ATOM 


5586 


0 


THR 


B 


327 


29. 182 


-16.879 


-2.581 


1,00 30,54 


8 

" 


B 


0 


ATOM 


5587 


CB 


THR 


B 


327 


31.247 


-15.142 


-3.583 


1.00 -30.25 




B 


c 


ATOM 


5588 


OGl 


THR 


B 


327 


31.090 


-14.268 


-2.441 


" 1.00 28.80 


8 


B 


0 


ATOM 


5589 


CG2 


THR 


B 


327 


32.249 


-14.561 


-4.566 


1.00 29,61 


6 


B 


c 


ATOM 


5590 




HIS 


B 


328 


28. 104 


-14.903 


-2.536 


1,00 29.80 


7 


? 




ATOM 


• 5591 


CA 


HIS 


B 


328 


27. 273 


-15.210 


-1.379 


1.00 31.74 


6 


B 


C 


ATOM 


5592 


C 


HIS 


B 


328 


28.113 


-15.356 


-0.104 


1.00 30.81 


6 


B 


c 


ATOM 


5593 


0 


HIS 


B 


328 


27.571 


-15.737 


0.948 


1.00 28.55 


8 


B 


0 


ATOM 


5594 


CB 


HIS 


B 


328 


26.315 


-16.379 


-1.519 


1.00 31.88 


6 


B 


c 


ATOM 


5595 


CG 


HIS 


B 


328 


25.181 


-16. 167 


-2.483 


1.00 35.34 


6 


B 


c 


ATOM 


5596 


NDl 


HIS 


B 


328 


24 .849 


-17. 108 


-3,425 


1.00 35.86 


7 


B 


H 


ATOM 


5597 


CD2 


HIS 


B 


328 


24 .291 


-15. 140 


-2.634 


1.00 34.86 


6 


B 


c 


ATOM 


5598 


CEl 


HIS 


B 


328 


23.831 


-16.648 


-4.169 


1.00 36.53 


6 


B 


c 


ATOM 


5599 


NB2 


HIS 


B 


328 


23.481 


-15. 466 


-3.695 


1,00 35.16 


7 


B 


N 


ATOM 


5600 


N 


GLU 


B 


329 


29.356 


-14.892 


-0.104 


1.00 33.85 


7 


B 





10/529196 



WO 2004/029239 



PCT/GB2003/004104 



72/189 



ATOM 


5601 


CA 


GLO 


B 


329 


30. 127 


-14 . 894 


1 . 150 


1 Art 


Jo . ^4 


6 


6 


C 


ATOM 


5602 


C 


GLU 


B 


329 


29. 928 


-13. 623 


1 . 950 


1 . 00 


35.34 


6 


B 


c 


ATOM 


5603 


0 


GLD 


B 


329 


29. 721 


-12. 560 


1 . 353 


1 . uu 


34.25 


8 


B 


0 


ATOM 


5604 


CB 


GLU 


B 


329 


31. 617 


-14. 992 


0 . 812 


1 . 00 


40.22 


6 


B 


c 


ATOM 


5605 


CG AGLU 


B 


329 


32.053 


-16.334 


0 .249 


0 .50 


41 . 12 


6 


B 


C 


ATOM 


5606 • 


CG 1 


BGLO 


B 


329 


31.965 


-16.443 


0, 473 


0.50 


43 . 98 


6 


B 


C 


ATOM 


5607 


CO AGLU 


B 


329 


32.233 


-17,340 


1. 375 


0.50 


41 .51 


6 


B 


c 


ATOM 


5608 


CD 1 


BGLO 


B 


329 


32.972 


-16.525 


-0, 652 


0.50 


4 6. 07 


6 


B 


c 


ATOM 


5609 


OEIAGLU 


B 


329 


32.884 


-16.959 


2.385 


0. 50 


42.70 


8 


B 


0 


ATOM 


5610 


OEIBGLU 


B 


329 


33.034 


-17.588 


-1.313 


0. 50 


46.76 


8 


B 


0 


ATOM 


5611 


0E2AGLU 


B 


329 


31.758 


-18.472 


1.247 


0. 50 


41.46 


8 


B 


0 


ATOM 


5612 


0S2BGLU 


B 


329 


33.685 


-15.519 


-0.873 


0.50 


47 .46 


8 


B 


0 


ATOM 


5613 


N 


PRO 


B 


330 


30.148 


-13.694 


3.256 


1.00 


35.77 


7 


B 


N 


ATOM 


5614 




PRO 


B 


330 


30.022 


-12.540 


4.119 


1.00 


35.94 


6 


B 


c 


ATOM 


5615 


c 


PRO 


B 


330 


31.167 


-11.588 


3.763 


1.00 


36.27 


6 


B 


c 


ATOM 


5616 


0 


PRO 


B 


330 


32.272 


-12.060 


3.462 


1.00 


33.97 


8 


B 


0 


ATOM 


5617 


CB 


PRO 


B 


330 


30.100 


-13.058 


5.531 


1.00 


36.34 


6 


B 


c 


ATOM 


5618 


CG 


PRO 


B 


330 


30.098 


-14.540 


^.448 


1.00 


37.07 


6 


B 


c 


ATOM 


5619 


CD 


PRO 


B 


330 


30.424 


-14.931 


4.033 


1.00 


36.57 




B 


c 


ATOM 


5620 


N 


TYR 


B 


331 


30.671 


-10.308 


■ 3.633 


1.00 


35.42 


1 


B 


M 


ATOM 


"■ 5^21"" 


CA 


TYR 


B 


331 


31.854 


-9.287 


3.481 


1.00 


37.71 


6 


B 


c 


ATOM 


5622 


C 


TYR 


B 


331 


31.i75 


-7.950 


4 ,048 


1.00 


37.33 


6 


B 


c 


ATOM 


" 5623 


0 


TYR 


B 


331- 


30.175 


-7.750 


4 .245 


1. 00 


36.03 


8 


B 


0 


ATOM 


-5^24 


CB 


TYR 


B 


331 


31.890 


-9.210 


1.965 


1. 00 


41.77 


6 


B 


c 


ATOM 




CG 


TYR 


B 


3il 


33.153 


-9.000 


1.187 


1.00 


44.71 


6 


B 


c 


ATOM 


5626" 


CDl 


TYR 


B 


331 


33.804 


-10.078 


0. 587 


1.00 


46.76 


^ 


B 


c 


ATOM 


5627 


CD2 


TYR 


B 


331 


33. 694 


-7.736 


1.022 


1.00 


46.01 


6 


B 


c 


ATOM 


-5^i8 


CEl 


TYR 


B 


331 


34 .971 


-9.888 


-0.145 


1.00 


4 8.02 


6 


B 


c 


ATOM 


5629 


CE2 


TYR 


B 


331 


34 .849 


-7.53S 


0.295 


1.00 


48.10 


6 


B 


c 


ATOM 


5630 


C2 


TYR 


B 


331 


35.484 


-8.61^ 


-0.284 


1.00 


48.71 


6 


B 


c 


ATOM 


5631 


OH 


TYR 


B 


331 


36,634 


-8. 391 


-1.005 


1.00 


50. 60 


8 


B 


0 


ATOM 


5632 


N 


LYS 


B 


332 


32,305 


-7,035 


4.258 


1.00 


35. 54 


7 


B 


N 


ATOM 


5633 


CA 


LYS 


B 


332 


31.931 


-5.741 


4.797 


1.00 


35.70 


6 


B 


c 


ATOM 


5634 


C 


LYS 


B 


332 


31.264 


-4.933 


3.687 


1.00 


34.39 


6 


B 


c 


ATOM 


5635 


0 


LYS 


B 


332 


31.621 


-5. 127 


2.521 


1.00 


32.68 


8 


B 


0 


ATOM 


5636 


CB 


LYS 


B 


332 


33.175 


-5,074 


5.381 


1.00 


36.92 


6 


B 


c 


ATOM 


5637 


CG 


LYS 


B 


332 


33.439 


-5.6^4 


6.787 


1.00 


41.12 


6 


B 


c 


ATOM 


5638 


CD 


LYS 


B 


332 


34 . 627 


-4.959 


7.470 


1,00 


42. 64 


^ 


B 


c 


ATOM 


5639 


CE 


LYS 


B 


332 


34.597 


-5.217 


8.974 


1.00 


45.32 


6 


B 


c 


ATOM 


5640 


NZ 


LYS 


B 


332 


33.942 


-6.526 


9.297 


1.00 


45.74 


7 


B 


n 


ATOM 


5641 


M 
ti 




B 


333 


30.236 


-4 .163 


4.054 


1.00 


31.29 


7 


B 


N 


ATOM 








B 


333 


29.591 


-3. 315 


3.066 


1.00 


30. 55 


6 


B 


c 


ATOM 




Q 


ALA 


B 


333 


30.634 


-2. 422 


2.382 


1.00 


29,89 


6 


B 


c 


ATOM 


5644 


Q 


ALA 


B 


333 


31.678 


-2. 077 


2.932 


1 .00 


28.44 


8 


B 


0 


ATOM 


5645 


CB 




B 


333 


28 .494 


-2.4 60 


3.673 


1.00 


28.73 


6 


B 


c 


ATOM 


5646 


N 


THR 


B 


334 


30.282 


-2.012 


1.163 


1.00 


29.07 


7 


B 


N 


ATOM 


5647 


CA 


THR 


B 


334 


31.126 


-1.089 


0.422 


1.00 


28.27 


6 


B 


c 


ATOM 


5648 


Q 


THR 


B 


334 


31,148 


0.242 


1,169 


1.00 


27. 63 


6 


B 


c 


ATOM 


5649 


0 


THR 


B 


334 


30.149 


0.516 


1.840 


1.00 


25. 67 


8 


B 


o 


ATOM 


5650 


CB 


THR 


B 


334 


30.612 


-0.809 


-0. 999 


1.00 


27.48 


6 


B 


c 


ATOM 


5651 


OGl 


THR 


B 


334 


31.561 


0.098 


-1. 610 


1.00 


26.64 


8 


B 


0 


ATOM 


5652 


CG2 


THR 


fi 


334 


29.220 


-0. 143 


-0.963 


1.00 


25.54 


6 


B 


c 


ATOM 


5653 


N 


VAL 


B 


335 


32,240 


1. 016 


1.048 


1.00 


27.62 


7 


B 


N 


ATOM 


5654 


CA 


VAL 


B 


335 


32.254 


2,310 


1.716 


1.00 


2^.67 


6 


B 


c 


ATOM 


5655 


C 


VAL 


B 


335 


32.185 


3.361 


0.592 


1.00 


27.78 


^ 


B 


c 


ATOM 


5656 


0 


VAL 


6 


335 


33.179 


3.483 


-0.144 


1.00 


27.27 


8 


B 


0 


ATOM 


5657 


CB 


VAL 


B 


335 


33.489 


2.578 


2.611 


1.00 


27. 93 


6 


B 


c 


ATOM 


5658 


CGI 


VAL 


B 


335 


33.503 


4.014 


3.140 


1.00 


24.49 


6 


B 


c 


ATOM 


5659 


CG2 


VAL 


B 


335 


33.589 


1.681 


3.842 


1.00 


25.13 


6 


B 


c 


ATOM 


5660 


N 


GLU 


B 


336 


31.095 


4.081 


0.393 


1 .00 


26,40 


7 


B 


N 


ATOM 


5661 


CA 


GLU 


B 


3i6 


31.090 


5.122 


-0.659 


1.00 


27. 18 


6 


B 


c 


ATOM 


5662 


C 


GLU 


B 


336 


31 .350 


10 . 476 


-0. 033 


1.00 


26. 60 


6 


B 


c 


ATOM 


5663 


0 


GLU 


B 


336 


31.181 


6.5 63 


1.191 


1.00 


27.65 


8 


B 


0 


ATOM 


5664 


CB 


GLU 


B 


336 


29.780 


5. 161 


-1.461 


1.00 


27.16 


6 


B 


c 


ATOM 


5665 


CG 


GLU 


B 


336 


29.358 


3. 817 


r2 .051 


1.00 


27.*7d 




B 


c 


ATOM 


5666 


CD 


GLU 


B 


336 


30.232 


3. 388 


-3.212 


1.00 


27.63 


■ ■ 6" 


■ B 


c 


ATOM 


5667 


OEl 


GLU 


B 


3^6 


30.442 


4.248 


-4.101 


1.00 


29.29 


8 


B 


0 


ATOM 


5668 


0E2 


GLU 


B 


336 


30.639 


2,206 


-3.228 


1.00 


26.52 


8 


B 


0 


ATOM 


5669 


N 


ARG 


B 


337 


31.506 


7. 536 


-0.810 


1.00 


26.25 


7 


B 


u 


ATOM 


5670 


CA 


ARG 


B 


337 


31, 698 


8. 883 


-0.260 


1.00 27.46 


6 


B 


c 


ATOM 


5671 


C 


ARG 


B 


337 


30.424 


9.349 


0.435 


1.00 


29.53 


6 


B 


c 


ATOM 


5672 


0 


ARG 


B 


337 


29.334 


9.313 


-0.160 


1.00 


30.08 


8 


B 


0 


ATOM 


5673 


CB 


ARG 


B 


337 


32.159 


9.894 


-1.323 


1.00 


27.69 


6 


B 


c 


ATOM 


5674 


•CG 


ARG 


B 


337 


32.663 


11.206 


-0.734 


1.00 


30.07 


6 


B 


c 


ATOM 


5675 


CD 


ARG 


B 


337 


33.045 


12.258 


-1.748 


1.00 


31.52 


6 


B 


c 


ATOM 


5676 


ME 


ARG 


B 


337 


32.261 


12.227 


-2.982 


1.00 


31.55 


7 


B 


N 


ATOM 


5677 


CZ 


ARG 


B 


337 


32. 64 6 


12.65^ 


-4 .167 


1.00 


32.78 


6 


B 


c 


ATOM 


5678 


HHl 


ARG 


B 


337 


33.874 


13.170 


-4 .315 


1.00 


33.28 


7 


B 




ATOM 


5679 


UH2 


ARG 


B 


337 


31.860 


12.574 


-5.250 


1.00 


32.77 


7 


B 





10/529196 



WO 2004/029239 



PCT/GB2003/004104 



ftTOM 



ATOM 



ATOM 



5680 N SER B 338 



73/189 

30.520 9.757 1.695 1.00 30.17 



5681 CA SER B 338 



29.385 



5682 



SER B 338 



29.800 



10.142 
11.045 



2.516 1.00 33.37" 



3.677 
3.973 



1.00 34 .TS" 



_6 B_ 

6 



1.00 32.91 8 B 



Ji 

_C 
_C 
_0 

s. 

_0 

Ji 
_c 

0 

c 

12 

o 
o 

N 

c 
c 
o 
c 
c 
_c 

N 

c 
c 

0 

c 
o 
c 

N 
C 
C 

o 
c 

H 
C 

c 

o 

c 

c 

c 

c 



ATOM 



ATOM 



ATOM 



"5683" 



SER B 338 



31.002 11.151 



5684 CB SER B 338 



287713 B.864 3.083 1.00 32.45 



B 



"5685 OG SER B 338 



28.122 



ATOM 5686 M ASP B 339 



28,833 



8.140" 

-ji.ii^: 



1. 996 1.00 36.36 8 B 



4.276 
5.459 



1,00 32. 64 



i.ob 33. gr* 



7 B_ 

6 B 



ATOM 5687 CA ASP B 339 



29.123 12.543 



1.00 
1.00 



31.48 
30.14 



ATOM 



'5688 



ATOM 5689 0 
ATOM 



ASP B 339 
ASP B 339 



28.771 



5^90 CB ASP B 339 



28.061 
28.332 



11.783 
10.776" 



6.743 



6. 693 



13.84 3 
"14.68 4 



5.380 
4 . 144 



1.00 33. TT 



8 B 



6 



ATOM 



5691 



CG ASP B 339 
ODl ASP B 339 



1.00 35.37 



29.844 14.845 



3.771 
3.558 



1.00 



34.95 
33.05 



B 

8 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 5695 



5693 0P2 ASP B 339 

5694 N PRO B 340 
CA PRO B 340 



27.706 15.213 



29.166 
28.815 



5696 
5697 



PRO B 340 



PRO B 340 



~27.357 
26.698 



12.275 
11.718 



7.896 



1.00 
TTOO 



29.22 



8 B 



9.180 1.00 28.14" 



12.086 



11.384 



9.472 
10.200 



1.00 25.74" 



1.00 24.19 



6 B 



1.00 29.86 



8 B 
6 B 



ATOM 



5698 CB PRO B 340 



29.775 12.420 



10.147 
9.533 



5 699 CG PRO B 340 



29.905 



13.780 
13.498 



1.00 28.61 



6 B 



ATOM 



5700 



"TtoT 



CP PRO B 340 
N THR B 341 



30.012 



26.887 13.199 



8.062 
8.904 



5702 CA THR B 341 



25.473 13.568 



9.091 
8.056 



1.00 
1.00 



28.95 



23.44 



1.00 23.92* 



7 B 



ATOM 57 03 C THR B 341 



ATOM 5704 



THR B 341 



25.051 
25.904 



14.596 



1.00 24.19" 



"15.348 7.581 1.00 22.73 



ATOM 5705 CB THR B 341 



25.158 14.145 10.463 1.00 25.04 



6 B, 

8 B 



B 



ATOM 5706 OGl THR B 34 F 
ATOM 5707 CG2 THR B 341" 



23.775 14.478 



25,953 



15.453 
14 .645 



10.630 
10. 677 



1.00 24.63 8 B 



'6:B6i4 



1.00 22 ."26" 



1.00 22 ."gT" 



6 

1 b" 



ATOM 5708 N ALA B 342 



ATOM 57 09 



ATOM 5710 



ATOM 



CA ALA B 342 
ALA B 34y" 



23.735 



22.030 



15.748 



TTOF 



5711 



ALA B 342 



21.211 



16.306 
16.620 



7.362 1.00 



22. 11 



5712 CB ALA B 342 



ATOM 5713 W LEO B 343 



23.261 
ai.602 



15.260 
16.321 



6.523 1.00 20.72 



5.429 1.00 22.31" 



5714 CA LEO B 343 



":^'0.fe25 1^7707" 



8. 664 
9.241 



1.00 
1.00 



21.07 



8 B 

T""r 



20.00 



_6 B_ 

6 B 



ATOM 5715 



LEO B 343 



20.080 18.101 8.880 1.00 



ATOM 5716 0 LEU B 343 



18.894 18.276 8. 568 1 ."OQ 



19.25 
18.77 



8 B 



ATOM 5717 CB LEO B 343 



20.474 



16.429 
16.716 



10.730 
11.426 



l.QO 20.57 



6 B 

-g— B" 



ATOM 



5718 CG LEU B 343 



19.135 



1.00 19.47 



6 B 
6 B 



5719 CDl LEU B 34 3 

ATOM 5720 CP2 LEU B 343" 



ATOM 



18.089 15.683 10.989 1.00 18.44 



19.291 16,671 



12.940 
9.040 



1.00 20.07 



1" B 
^ B 



ATOM 5721 W PRO B 344 



ATOM 



ATOM 



ATOM 



ATOM 5722 CA PRO B 34 4 



20 . 902 
20. 501 



19.130 



1.00 19.73 



5723 



PRO B 344 



20.083 



20.471 
20.510 



8.677 
7.199 



1.00 
1.00 



20.43 



20.37 



5724 



PRO B 34 4 



ATOM 5725 CB PRO B 344 



19.067 21.095 6.935 1.00 19.15 
21.718 21.355 6.996 • 1.00 20.70 



5726 CG PRO B 344 



22.366 



20.^59 
19.096 



16.118 
9.633 



1.00 19. fo" 



8 B 

■"6 B 



1.00 20.08 



6 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



5727 



"5728 



CD PRO B 344 
N ALA B 34 5 



22.263 
20.790 



19.832 6.288 1.00 19.29" 



ATOM 57 29 CA ALA B 345 



20.345 19.811 4.895 1.00 21.84" 



5730 C ALA B 345 



5731 O ALA B 345 



18.958 
18.124 



19.166 



19.560 



5732 CB ALA B 345 



"21.350 19.037 



4.806 
3. 990 



l.QO 21.56 



6 B 



1.00 20. 68 



4.037 
5.513 



1.00 19.71 



_B B__ 

6 B 



-2 
C 



ATOM 



ATOM 



ATOM 



5733 



ATOM 5734 



N ALA B 34 6 
CA ALA B 34 6 



18.824 18.038 



1.00 20.65 



B 



ATOM 5735 C ALA B 346 



17.542. 
16.410 



"17.327 5.509 1.00 21.03 6 B_ 
18.226 5.980 1.00 20.04 



5736 
"5737 



ALA B 346 



CB ALA B 346 



15.^26 18.130 5,544 1.00 19.04 8 B 0 
17.718 16.028 6.320 1.00 18.05 6 B C 
6.854 1.00 19.49 B W 



ATOM 



5738 N GLy B 347" 



ATOM 5739 CA GLY B 347 
5740 C GLY B 347" 



16. 686 
15.696 



19.183 



20.161 



15.214 21.064 



7.284 
6.136 



1.00 17.62 



ATOM 5741 O GLY B 347 



1.00 18.11 



14 . 044 21.441 



6.005 
5.339 



l.QO 17.62" 



6 fl 



__8 B^ 

7 B 



ATOM 5742 N 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



MET B 348 



16.163 21.509 



1.00 18.39 



5743 CA MET B 348 



15.878 22.319 



'atom 5744 C MET B 348 



15.075 21.447 



ATOM 574 5 O MET B 348 



"14.118 21.923 



4.158 
3.172 



1.00 19.55 



1.00 18.28 



6 B_ 

"6 . B 



5746 CB MET B 348_ 



ATOM 574 7 CG MET B 348 
ATOM 574 8 SB MET B 348 



17.194 
17.017 



22.715 



2.617 
3. 480 



1.00 19.07 



1.00 18.34" 



8 B 



23.487 2.175 1.00 19. 4r 



16.136 25.272 ^.525 1.00 46.72 34 B 



5749 CE2 MET B 348 



14.262 24.901 



5750 
5751 



VAL B 34 9 



15.418 20.181 



1.^91 
i.93S 



1. bo 19.59 



1.00 18. 2T 



6 B_ 

7 B 



CA VAL B 34 9 



14.581 19.347 



ATOM 5752 C VAL B 34 9 



13.155 19.255 



2.073 
2.596 



1.00 17.07 



1.00 17.42 6 "b" 



5753 
5754 



VAL B 349 



12.131 19.351 1.900 l.QO 15.01 



CB VAL B 349 



15.194 17.920 



^.018 
1.078 



1.00 17.76 



1.00 15.57 



J_ B__ 

6 a 



c 

SE 



ATOM 



ATOM 



5755 CGI VAL B 349 



14.332 17.100 



5756 



CG2 VAL B 34 9 



"16.627 18.044 1.433 l.QO 14.78" 



MET B 350 



13.036 19.097 



ATOM 5758 CA MET E 350" 



11.693 18.989 



3.911 
4.500 



1.00 16.20 



B 



1.00 19.37 6 B 



10/529196 



WO 2004/029239 



PCT/GB2003/004104 



MET B 350 



74/189 

20.289 



4.382 



19.27 



hTOM 


5760 


0 


MET 


B 


350 




£\J t 1 


4 . 118 


1 . 00 


20. 17 


"■"8 


3 


0 


ATOM 


57 61 


CB 


MET 


fi 


350 


11.7 97 


lo . DO X 


■ 5.990 


1 . 00 


19 ♦ 80 


— 1~ 


3 


Q 


ATOM 




CG 


MBT 


B 


•350 


10 . 422 


18 . 233 




i.ob 


l"9."?3 




3 


Q 


ATOM 






MET B 350 


10 . 4 65 


18 . 138 


8 . S'S'^ 


iTbb" 


"37 i'i 
.> f . r J 




3 


SB 


ATOM 


o / D4 




MET 


B 


350 


8.451 


17 . 645 


R tiAQ 


1 nn 


1 i) A/i 




3 


\m 


ATOM 




N 


GLU 


B 


351 


11.541 


21.451 


A ^Al 


1 CtfS 


1 O 11 


/ 


B 


N 


ATOM 


5766 


CA 


GLU 


B 351 


10 . 859 


22 . 728 


A "P^O 
*i • .90^ 


± • Uv 


1 £ ^ K 

xo. Jo 


O 


B 


C 


ATOM 


5767 


C 


GLU 


B 


351 


10. 305 


22 .824 


2 . 902 


1 • 00 


17 • 52 


6 


B 


C 


ATOM 


5768 


0 


GLU 


B 


!35l 


9 . 169 


23 .204 


2 . 624 


1 . 00 


16.16 


8 


B 


0 


ATOM 


5769 


CB 


GLU 


B 


351 


11 . 8 60 


23 .890 


4 . ^06 


1 . 00 


16.75 


6 


B 


C 


ATOM 


5770 


CG 


GLU 


B 


351 


11 . 320 


25.260 


4 . 159 


1 . 00 


16.05 


6 


B 


C 


ATOM 


5771 


CD 


GLU 


B 


351 


12.290 


26.387 


4 . 481 


1 , 00 


19.74 


6 


B 


C 


ATOM 


5772 


OEl 


GLU 


B 


351 


12.941 


26.357 


5 .543 


1. 00 


21. 32 


8 


B 


0 


ATOM 


5773 


0E2 


GLU 


B 


351 


12.266 


27.435 


3. 789 


1. 00 


21.88 


8 


B 


0 


ATOM 


5774 


N 


ALA 


B 


352 


11.141 


22. 398 


1 . 953 


1 . 00 


15 . 50 


7 


B 


N 


ATOM 


5775 


CA 


ALA 


B 


352 


10.749 


22.447 


0. 549 


1.00 


17.85 


6 


B 


C 


ATOM 


5776 


C 


ALA 


B 


352 


9.580 


21 . 538 


0. 199 


1 . 00 


16. 38 


6 


B 


C 


ATOM 


5777 


0 


ALA 


B 


352 


8.715 


21 . 958 


-0. 580 


1 . 00 


15. 68 


8 


B 


0 


ATOM 


5778 


CB 


ALA 


a 


352 


11.994 


22. 118 


-0. 295 


1.00 


17. 71 


6 


& 


C 


ATOM 


5779 


N 


VAL 


B 


353 


9.544 


20,341 


0.753 


1.00 


14.89 


7 


B 


M 


ATOM 


57B0 


CA 


VAL 


B 


353 


8.564 


19.335 


0. 405 


1,00 


16. 58 


6 


B 


C 


ATOM 


5781 


C 


VAL 


B 


353 


7.228 


19.768 


1.040 


1.00 


18.07 


^ 


B 


• C 


ATOM 


5782 


0 


VAL 


B 


353 


6.175 


19.761 


0.400 


1.00 


17.91 


6 


B 


0 


ATOM 


5783 


CB 


VAL 


B 


35'3 


9.058 


17.988 


0.942 


1.00 


18.09 


6 


B 


c 


ATOM 


5784 


CGI 


VAL 


B 


353 


7.925 


17.023 


1.160 


1.00 


19. 91 


6 


B 


c 


ATOM 


5785 


CG2 


VAL 


B 


353 


10.188 


17. 454 


0.070 


1.00 


16.84 




B 


c 


ATOM 


5786 


N 


VAL 


B 


354 


7.283 


20, 183 


2.278 


1.00 


14. 02 


7 


B 


N 


ATOM 


5787 


CA 


VAL 


B 


354 


6.091 


20.750 


2.940 


1.00 


16.15 


6 


B 


c 


ATOM 


5788 


C 


VAL 


B 


354 


5.561 


21.918 


2.120 


1.00 


18.59 


6 


B 


c 


ATOM 


5789 


O 


VAL 


B 


354 


4.340 


21.998 


1.828 


1.00 


16.51 


• 8 


B 


o 


ATOM 


5790 


CB. 


VAL 


B 


"354 


6.429 


21.137 


4.385 


1.00 


14.63 




B 


c 


ATOM 


579i 


CGI 


VAL 


B 


"35T 


5.338 


22.013 


4.976 


1.00 


15, 18 




B 


c 


ATOM 


5792 


CG2 


VAL 


B 


354 


6.703 


19.913 


5.313 


1.00 


11.74 


6 


B 


c 


ATOM 


5793 


N 


ALA 


B 


355 


6.401 


22. 915 


1.791 


1.00 


19. 04 


7 


B 


N 


ATOM 


5794 


CA 


ALA 


B 


355 


5.877 


24,022 


0. 960 


1.00 


19.24 


6 


B 


c 


ATOM 


5795 


C 


ALA 


B 


355 


5. 280 


23. 564 


-0. 358 


1 .00 


20. 63 


6 


B 


c 


ATOM 


5796 


0 


ALA 


B 


355 


4.239 


24.058 


-0. 867 


1 . 00 


20, 03 


8 


B 


0 


ATOM 


5797 


■CB 


ALA 


B 


355 


7.013 


25.047 


0. 698 


1.00 


19. 97 




B 


c 


ATOM 


5798 


N 


THR 


B 


356 


5.859 


22. 559 


-0, 990 


1.00 


19. 55 


7 


B 


N 


ATOM 


5799 


CA 


THR 


B 


356 


5.336 


21.994 


-2.235 


1.00 


19.72 


6 


B 


c 


ATOM 


58O0 


C 


THR 


B 


356 


3. 912 


21. 487 


-2.050 


1 .00 


19.32 


6 


B 


c 


ATOM 


5801 


O 


THR 


B 


356 


3.046 


21.789 


-2 . 876 


1 . 00 


18 .78 


8 


B 


0 


ATOM 


5802 


CB 


THR 


B 


356 


6.277 


20, 910 


-2.793 


1 . 00 


19.19 


6 


B 


c 


ATOM 


5803 


OGl 


THR 


B 


356 


7.587 


21.469 


-3 . 056 


1 . 00 


20.23 


8 


B 


0 


ATOM 


5804 


CG2 


THR 


B 


356 


5.794 


20. 273 


-4 . 080 


1 . 00 


18 . 30 


6 


B 


c 


ATOM 


5805 


N 


VAL 


6 


357 


3. 713 


20. 611 


-1. 059 


1 , 00 


20. 05 


7 


B 


N 


ATOM 


5806 


CA 


VAL 


B 


357 


2.406 


19.992 


-0 .813 


1 . 00 


19.10 


6 


B 


C 


ATOM 


5807 


C 


VAL 


B 


357 


1.353 


21. 048 


-0. 551 


1. 00 


18.44 


6 


B 


C 


ATOM 


5808 


O 


VAL B 


357 


0.216 


21. 008 


-1.056 


1 . 00 


14 • 83 


8 


B 


0 


ATOM 


5809 


CB 


VAL 


B 


357 


2. 502 


18. 962 


0. 344 


1 . 00 


17 . 16 


6 


B 


C 


ATOM 


5810 


CGI 


VAL 


B 


357 


1 . 116 


18. 506 


0. 804 


i . 00 


15.11 


6 


B 


C 


ATOM 


5811 


CG2 


VAL 


B 


357 


3 , 309 


17 . 74 6 


-0 .115 


1 . 00 


14 . 11 


6 


B 


c 


ATOM 


5812 


N 


LEU 


B 


358 


1. 753 


22 . 020 


0.251 


1 . 00 


17 . 86 


7 


B 


N 


ATOM 


5813 


CA 


LEU 


B 


358 


0. 848 


23.158 


0,530 


1.00 


19.47 


6 


B 


c 


ATOM 


5814 


C 


LEU 


B 


358 


0.549 


23 . 959 


-0.721 


1.00 


18.30 


6 


B 


c 


ATOM 


5815 


0 


LEU 


B 


358 


-0 .596 


24,335 


-0.887 


1.00 


18. 64 


6 


B 


0 


ATOM 


5816 


CB 


LEU 


B 


358 


1.438 


24.156 


1.525 


1.00 


21.45 


6 


B 


C 


ATOM 


5817 


CG 


LEU 


B 


358 


1 . 027 


23 , 998 


2.981 


1.00 


27.54 


6 


B 


C 


ATOM 


5818 


CD! 


LEU 


B 


358 


-0 . 4 94 


24 . 222 


3 . 087 


1.00 


27.71 


6 


B 


C 


ATOM 


5819 


C D2 


LEU 


B 


358 


1.454 


. o\Jo 


^ 6 no 


1.00 


27.05 


c 
O 


D 
O 


c 


ATOM 


5820 


N 


ALA 


B 


359 


1.553 


24.270 


-1.543 


1.00 


16.36" 


7 


B 


N 


ATOM 


5821 


CA 


ALA 


B 


359 


1.200 


24.998 


-2.780 


1.00 


17.45 


6 


B 


c 


ATOM 


5822 


C 


ALA 


B 


359 


0.216 


24.099 


-3.556 


1.00 


18.18 


6 


B 


c 


ATOM 


5823 


o 


ALA 


B 


359 


-0. 679 


24. 651 


-4.205 


1.00 


18.51 


8 


B 


0 


ATOM 


5824 


CB 


ALA 


B 


359 


2.424 


25.293 


-3, 591 


1.00 


17. 41 


6 


B 


c 


ATOM 


5825 


N 


GLN 


B 


360 


0.505 


22.792 


-3. 670 


1.00 


1^.88 


7 


B 


H 


ATOM 


5826 


CA 


GLN 


B 


360 


-0.401 


21.970 


-4.468 


1.00 


18.37 


6 


B 


C 


ATOM 


5827 


C 


GLN 


B 


360 


-1.840 


22.018 


-3, 94 4 


1.00 


19.98 


6 


B 


C 


ATOM 


5828 


0 


GLN 


B 


360 


-2.812 


22.077 


-4.697" 


1.00 


18.26 


8 


B 


0 


ATOM 


. 5829 


CB 


GLN 


B 


360 


0.045 


20.503 


-4.427 


1.00 


20.25 


6 


B 


c 


ATOM 


5830 


CG 


GLN 


B 


360 


1.247 


20.229 


-5.351 


1.00 


18.91 


6 


B 


c 


ATOM 


5831 


CD 


GLN 


B 


360 


1.762 


18.810 


-S.ilO ■ 


1.00 19.51 


6 


B 


c 


ATOM 


5832 


OEl 


GLH 


B 


360 


2.212 


18.423 


-4.035 


1.00 


19.04 


8 


B 


0 


ATOM 


5833 


HE2 


GLN 


B 


360 


1.790 


17.998 


-6.161 


1,00 


19.39 


7 


B 


H 


ATOM 


5834 


» 


GLU 


B 


361 


-1.987 


21.995 


-2. 613 


1.00 


18,20 


7 


B 


N 


ATOM 


5635 


CA 


GLU 


B 


361 


-3.310 


22.034 


-1.999 


1.00 


19. 41 


6 


B 


c 


ATOM 


5836 


C 


GLU 


B 


3<^1 




23.380 


-2.298 


1.00 


19.83 


o 


B 


c 


ATOM 


5837 


0 


GLU 


B 


361 


■ -5.211 


23.434 


-i».574 


1.00 


17.36 


8 


E 


o 



10/529196 



WO 2004/029239 



PCT/GB2003/004104 



5838 CB GLU B 361 



75/189 

-3.279 21.831 



"0.471 
0.095 



1.00 19.22 
1.00 19.30 



6 B 



_C 

__c 
_c 
-° 
-2 
Ji 
_c 
_c 

o 

c 

c 

c 

c 

N 
C 
C 

o 
c 
c 
c 
c 

N 

c 
c 
o 
c 
c 
c 
o 
o 

N 

c 
c 
o 
c 

c 

c 

c 

N 

N 

c 

c 



ATOM 



ATOM 



ATOM 



ATOM 



5839 CG GLU B 361 



4.695 21.573 



5840 
5841 



CD GLU B 361 



5.169 20.186 -0.345 1.00 22.36 6 S 



5842 
5843 



OEl GLU B 361 
OE2 GLU B 361 



-4.283 
-6. 383 



19.333 -0.604 1.00 20.11 8 B_ 



"19.908 -0.4 41 



1.00 20.16 
l.OQ 15.85 



_8 B_ 

7 B 



ATOM 



ILE B 362 



-3.186 24.459 



2.183 
2.524 



■ ATOM 



ATOM 



• 5844 CA ILE B 362 



5845 
"5846 



ILE B 362 



-3.790 
-4.261 



-^25.764 - 



"25.847 -3.969 



1.00 17.59 



1.00 17.78 
l.OQ 15.69 



__6 B_ 

8 B 



ILE B 362 



-5.281 
-2.758 



"26. 451 -4.297 
-2. 151 



ATOM 



ATOM 



ATOM 



ATOM 



5847 CB ILE B 362" 



5848 CGI ILE B 362 



-2.787 



5849 
5850 



CG2 ILE a 362 



"26.861 
•"27.007^ 



1.06 19. OT" 



B 



CDl ILE B 362 



-1.572 



"28.179 
"27.7 61 



-0. 617 1 .00 20. 52 



B 



-2. 886 



-0.074 



1.00 16.26 
1.00 22. ¥0" 



6 B_ 

^ b" 

7 B_ 



ATOM 



ATOM 



ATOM 



ATOM 



5851 
■58^2" 



LEU B 363 



5853 
5854 



CA LEU B 363 



-3.445 
--3.797 



25.384 -4.922 
^25.426 -6.325 



LEU B 363 



•5.013 24 .556 -6.607 



l.QO 18.08 
1.00 19. OT" 



LEU B 363 



-5.765 24.844 -l.bZZ 
~ -7.175 



1.00 19.46 
1.00 19.47 



B 



6 B^ 

8 B 



"6^ 

6 B^ 



ATOM 



5855 
5856 



CB LEU B 363 



-2. 600 
- -1.383 



24 .996 
25.926 



1.00 18.10 
1.00 18.20~ 



ATOM 



ATOM 5857 



CG LEU B 363 
CDl LEU B 363 



-7.065 



-0.248 25.440 -7.971 



1.00 15.50" 
1.00 19.24 



"^B 



ATOM 



5858 CD2 LEU B 363 



-1.784 27.336_ 



-7.4 62 
-5.7^3 



ATOM 



ATOM 



ATOM 



ATOM 



5659 
5860 



N 



GLU B 364 



-5.176 



CA GLU B 364 



-6.3-75 



5861 

"58 62 



GLU B 364 



-7. 612 



23.512 
22.707 



-6.001 



1.00 18.05 
1.00 19.81" 



GLU B 364 



-8.690 



5863 CB GLU B 364 



5864 
5865 



CG GLU B 364 



23.400 
23.351 



-5.448 1.00 18. ST" 



21.374 



-6.068 
-5.297 



20.392 -5.493 



1.00 18.99 
1.00 21.75" 



8 B 

6 B 



1.00 28.06 
1.00 33. 5T" 



6 B 
^ b" 



ATOM 



5866 
5867 



CD GLU B 364 



-7.122 19. 170 



OEl GLU B 364 



-6.014 



0B2 GLU B 364 



-8.234 



18.650 
18.780 



-4.580 
-4.357 



-4.i^S 
-4.330 



1.00 29.73 



1.00 37.19 
1,00 17.09 



8 B 



ATOM 5868 N LYS B 3^5* 



-7. 500 24.082 



B_ 

6 B 



ATOM 



ATOM 



ATOM 



5869 CA LYS B 365 



-6.681 24.666 -3.655 1.00 17.40 



5870" 
5871 
5872 



LYS B 365 



LYS B 365 



-9.183 
-10.404 



"25.893. -4.360 1.00 18.79 



26.132 



-4 .465 
-2. 151 



1.00 18.52 
1.00 17. 93^ 



8 B 

"6"-r 



ATOM 



CB LYS a 365 



■8.405 
-9.538 



24.927 
25.732 



ATOM 



587:^ • 



CG LYS B 365 



-1.437 
0.070 



1.00 17.62 
l.OQ 19.77" 



J fl_ 

6 B 



ATOM 



ATOM 



"5875 



CD LYS B 365 



CE LYS B 365 



-9.391 

-10.381 



"25.63^ 



26.533 



0.654 
0.184 



1.00 17.96 
1.00 16. "93" 



ATOM 



NZ LYS B 365 



-11.728 



26.506 
26.724 



-4.883 
-5.4 61 



5877 H PHE B 366" 



-8.284 
-8. 661 



1.00 19.34" 
l.tO 18. 5~ 



_7 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



5878 CA PHE B 366 



5879 



PHE B 366 



ATOM 58 80 O 
ATOM 58 81 



PHE B 366 



-8.386 



28.000 



5882 
5883 



CB PHE B 366 
CG PHE B 366 



-7.412 
--^.849 



28.114 
27.590 



"6. 968 
-7.483 



1.00 18.68" 
1.00 17.78" 



-7.941 



9.087 -4.733 1.00- 16.95 



6 B 

"8~B" 



ATOM 5884_ 



CDl PHE B 366 
CD2 PHE B 366 



-6.942 
-9.106 



29.170 
^8.729 



""-3.239 1.00 17.58 



5885 
5886 



CEl PHE B 366 



-7.081 



28.840 



-2.391 l.QO 16.25 



-2.671 1.00 16.37 



6 B 

^ B 



■1.005 
-1.298 



l.OQ 14.38 

1.00 16. rr 



6 B 



ATOM 



ATOM 



ATOM 



5887_ 



CE2 PHE B 366 



ATOM 58 88 



CZ PHE B 366 
N • SER B 367 



9.286 29.796 



58 89 CA SEE B 367 



-8.261 
-9.225 



29.385 
28 . 906 



5890 
5891 



SER B 367" 



9.0^3 29.304 -9.008 



-0.479 1.00 1'^.22 6 b" 
-7. 606 



1.00 19.07 
1.00 19.75 



_7 B_ 

6 fl 



-7.635 



29.709 
30.647 



-9.144 
-8.420 



1.00 19.01 
1.00 18.88" 



_6 B_ 

8 B 



_C 
O 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM, 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



SER B 367 



-7.294 



5892 
5893 



CB SER B 367 



OG SER B 367 



-9.940 
-11.322 



•3().551 -9.335 1.00 18.57 6 B 



30.367 -9.112 1.00 16.32 8 B 



5894 
5895 



N 



SER B 368 



CA SER B 368 



-6.683 
-5.4^1" 



29.077 



29.395 - 



10.019 
10.062 



S996 C SER B 368 



-4.791 29.143 -11.379_ 



1.00 18.35 
1.00 18.37" 



B 



5897 0 SER B 368 



-3.628 28.781 -11.428 



5B98 CB SER B 368 



5899 • OG SER B 368 



-4.867 



-5.027_ 



28 .540 
"27.155 



-8.917 



1.00 19.88 
1.00 19.44" 



"6"^ 
T"B" 



-9.219 



1.00 17.70 
1.00 19.41 



"^""B" 



5900 N ASP B 369 



5901 
5902 



29.446 -12.517 l.QO 21.79 



CA ASP B 369 



ASP B 369 



T903 O ASP B 369 



-5.432 

-4.782 29.388 -13.839 
-3.758 30.519 -l3.923_ 



1.00 19.59 



5904 CB ASP B 369 



-2.749 
-5.806 



30.475 



29.573 



-14.612 
-14.978 



1.00 18.13 



5905 CG ASP B 369 



-6.579 



5906 
5907 



ODl ASP B 369 



-6.075 



28.283 
27.221 



-15.248 



1.00 19.73 
1.00 23.28 



-14.816 
•15.915 



1.00 23.39 
1.00 22.53 



.O 

""c 



8 B 



6 B 

^ B 



1.00 19.58 8 B 



__6 B_^ 

6 B 



.J B_ 

8 B 



ATOM 



ATOM 



OD2 ASP B 369 



-7.655 28.367 



ATOM 5908 ASN B 370 

ATOM ' " " 



-4!oi7 31.591 -13.175 l.OO 18.41 7 B 



5909 CA ASH B 370 
"5910 C ASN B 370 



-3.073 
-2.961 



32.731 -13.192 1.00 20.02 



"33.286 -11.793 



1.00 18.68 
1.00 19.54 



_6 B 

8 B 



ATOM 5911 



ATOM 



5912 
5913 



O ASH 3 370 
CB ASH B 370 



-3.868 
-5.438 



33.079 -10.956 



33.755 -14.268 



1.00 16.34 
l.QO 18.20 



J B 

6 B~ 



ATOM 



ATOM 



ATOM 



CG ASH B 370 



• 5914 ODl ASH B Tfo" 



-4.832 34.329 -14.094 



-4.986 35.152 -13.188 



5915 
5916 



ND2 ASH B 370 
N LEU B 371 



-5.844 
-1.928 



33.926 



34 .032 



-14.878 
-11.501 



1.00 16.79 
1.00 15.36" 



1.00 19.07 



^ B_ 

7 E 



^/529196 



WO 2004/029239 



PCT/GB2003/004104 



76/189 



ATOM 


5917 


CA 


LEU 


B 


371 


-1.656 


34.561 


-10. 188 


1.00 


19.75 


6 . 


B 


C 


ATOM 


5918 


C 


LEU 


B 


371 


-2. 672 


35. 614 


-9. 731 


1.00 


19.96 


6 


B 


c 


ATOM 


5919 


0 


LEU 


B 


371 


-3.055 


35. 626 


-8 .,572 


1.00 


19.30 


8 


B 


0 


ATOM 


5920 


CB 


LEU 


B 


371 


-0.245 


35. 157 


-10. 034 


1.00 


20.03 


■ ^ — 
6 


B 


c 


ATOM 


5921 


CG 


LEU 


B 


371 


0.170 


35. 666 


-8, 663 


1.00 


20.95 


6 


B 


c 


ATOM 


5922 


GDI 


LEU 


B 


371 


0.080 


34 .552 


-7, 574 


1.00 


18.50 


6 


B 


c 


ATOM 


5923 


CD2 


LEU 


B 


371 


1.595 


36.212 


-8. 601 


1.00 


19.28 


6 


B 


c- 


ATOM 


5924 


H 


GLU 


B 


372 


-3.183 


"36.420 


-10.631 


1.00 


21.08 


7 


B 


N 


ATOM 


5925 


CA 


GLU 


B 


372 


-4,097 


37.485 


-10.253 


1.00 


21.7^ 


6 


B 


C 


ATOM 


5926 


C 


GLU 


B 


372 


-5.393 


"3^.909 


-9. 677 


1.00 


20.44 




B 


c 


ATOM 


5927 


o 


GLU 


B 


372 


-5.820 


37.291 


-8.583 


1.00 


16.26 


8 


B 


,0 


ATOM 


5928 


CB 


GLU 


B 


i72 


-4.343 


"38.331 


-11.527 


-i:oo 


25.36 


6 


B 


c 


ATOM 


5929 


CG 


GLU 


B 


372 


-5.264 


39.507 


-11.217 


1.00 27.67 


6 


B 


c 


ATOM 


5930 


CD 


GLU 


B 


372 


-5.474 


"40.387 


-12.437 


l.b6 32.^4 




B 


c 


ATOM 


5931 


OEl 


GLU 


B 


372 


-6.148 


40.020 


-13.421 


1 . 00 


33 , 19 




B 


0 


ATOM 


5932 


0E2 


GLU 


B 


372 


-4.943 


41.509 


-12.389 




•SO • ox 


8 


B 


0 


ATOM 


5933 


N 


GLU 


B 


373 


-5.943 


35.92fe 


-10.402 


1 . 00 


X 7 . JO 


7 


B 


N 


ATOM 


5934 


CA 


GLU 


B 


3^3" 


-7.172 


■ 35.276 


-9.943 


1 . 00 


20.95 


6 


B 


c 


ATOM 


5935 


C 


GLU 


B 


373 


-6,973 


34.493 


-8.654 


1 nn 


J. 3 . 0 D 


6 


B 


c 


ATOM 


5936 


O 


GLU 


B 


373 


-7.883 


34.382 


-^.818 


1 . 00 


20.42 


8 


B 


0 


ATOM 


" 5937 


CB 


GLU 


B 


373 


-7.812 


34.446 


-11.060 


1 nn 


X 7 . o,> 




B 


c 


ATOM 


5938 


CG 


GLU 


B 


373 


-7.268 


33.099 


-11.437 


1 . 00 


20 . 04 


6 


B 


c 


ATOM 


5939 


CD 


GLU 


B 


373 


-7.976 


32.406 


-12. 601 


1.00 


21.26 




B 


c 


ATOM 


5940 


OBI 


GLU 


B 


373 


-d.d^3 


33.048 


-13.417 


1 nn 


• JX 


8 


B 


0 


ATOM 


5941 


"OK? 


GLU 


B 


3l3 


-7.7*73 


31. 187 


-12.778 


1 nn 


on Ati 

AM » *tO 


8 


B 


o 


ATOM 


5942 


N 


LEU 


B 


374 


-5.788 


33.893 


-8.528 


"1 nn 


9n C51 


7 


B 


N 


ATOM 


5943 


CA 


LEU 


B 


374- 


-5.439 


33.132 


-7.31-^ 


1 nn 


X7 . J f 


6 


B 


c 


ATOM 


5944 


C 


LEU 


B 


374 


-5 .402 


34.101 


-6.133 


1 nn 


1 Q tin 

Xo . 3U 




B 


c 


ATOM 


5945 


O 


LEU 


B 


374 


-5. 994 


33.877 


-5.071 


1 nfS 


17 . 61 


8 


B 


o 


ATOM 


5946 


CB 


LEU 


B 


374 


-4 .126 


32.387 


-7.506 


1 nn 


18.62 


6 


B 


c 


ATOM 


5947 


CG 


LEU 


B 


374 


-3,514 


31.740 


-6.235 


1 00 


22 30 


6 


B 


c 


ATOM 


5948 


CDl 


LEU 


B 


374 


-4.465 


30.660 


-5.707 


1 . 00 


■22.85""" 


6 


B 


c 


ATOM 


5949 


CD2 


LEU 


B 


374 


-2.182 


31.096 


-6.553 


1 nn 
X . uu 


^X . 4 J 


6, 


B 


c 


ATOM 


5950 


H 


LYS 


B 


375 


-4. 679 


35.200 


-6.293 


1 . 00 


17 . 90 


7 


B 


w 


ATOM 


59^1 


CA 


LSt*S 


B 


S75 


-4.641 


36.185 


-5.171 


1 . 00 


19.17 


6 


B 


c 


ATOM 


5952 


C 


LYS 


B 


375 


-6.027 


36.712 


-4 .860 


1 . 00 


1 8 . 00 


6 


B 


c 


ATOM 


5953 


0 


LYS 


B 


375 


-6.290 


3^.81^ 


-3.659 


1 . 00 


18 . 32 


6 


B 


o 


ATOM 


5954 


CB 


LYS 


B 


375 


-3.739 


37.!379 


-S.fe04 


1 , 00 


20.49 




B 


c 


ATOM 


5955 


CG 


LYS 


B 


375 


-i.27& 


36.997 


-5.610 


1 . 00 


22 . 31 


6 


B 


c 


ATOM 


5956 


CD 


LYS 


B 


375 


-1.427 


38.174 


-6.166 


1 . 00 


27 .38 


6 


B 


c 


ATOM 


5957 


CE 


LYS 


B 


375 


-1.505 


39.348 


-5.192 


1 . 00 


29.73 


6 


B- 


c 


ATOM 


5958 


HZ 


LYS 


B 


37 5 


-0. 663 


40.508 


-5.606 


1 . 00 


3or^i ■■ 


7 


B 


N 


ATOM 


5959 


H 


GLH 


B 


376 


-6.879 


37'.013 


-5.848 


T.00" 


"i"^:3i"' 


7 


B 


M 


ATOM 


" 59^0 


CA 


GLN 


B 


376 


-3.208 


37.503 


-5.524 


1 . 00 


22 . 25 


6 


B 


c 


ATOM 


5961 


C 


GLN 


B 


37^ 


-9.04 6 


36.464 


-4 .783 


1 . 00 


20.86* 


6 


B 


c 


ATOM 


5962 


o 


GLN 


B 


376 


-9.765 


36-.783 


-3.826 


1. 00 


18. 13 


8 


B 


o 


ATOM 


5963 


CB 


GLN 


B 


376 


-8.935 


37. 993 


-6.779 


1.00 


26.58 


6 


B 


c 


ATOM 


5964 


CG 


AGLN 


B 


376 


-8. 665 


39.419 


-7.179 


0.50 


27.63 


6 


B 


c 


ATOM 


5965 


CG 


BGLN 


B 


376 


-10.409 


38.345 


-6.561 


0.50 


31.04 


6 


B 


c 


ATOM 


5966 


CD 


AGLN 


B 


376 


-8.680 


39.780 


-8.643 


■-0.50' 


30.46 




B 


c 


ATOM 


5967 


CD 


BGLN 


B 


376 


-10.986 


38.847 


-7.871 




34.^9 




B 


c 


ATOM 


5968 


OEIAGLN 


B 


376 


-8.928 


38.963 


-9.542 


0. 50 


il.64 


8 


B 


o 


ATOM 


■- 5969 


OEIBGLH 


B 


376 


-10.516 


38.465 


-8.951 


0.50 


36.39 


8 


B 


o 


ATOM 


5970 


NE2 


AGLN 


B 


376 


-8.359 


41.047 


-8.955 


0. 50 


29.34 


7 


B 


N 


ATOM 


5971 


ME2BGLN 


B 


376 


-11.99i 


39.701 


-7.845 


0.50 


36. 17 


7 


B 


N 


ATOM 


5972 


M 


ALA 


B 


377 


-8.974 


35.196 


-5,207 


1.00 


20.71 


7 


B 


N 


ATOM 


5973 


CA 


ALA 


B 


377 


-9.730 


34.154 


-4 .522 


1.00 


20.39 


6 


B 


c 


ATOM 


5974 


C 


ALA 


B 


377 


-9.264 


33. 988 


-3.072 


1.00 


20.21 


6 


B 


c 


ATOM 


5975 


0 


ALA 


B 


377 


-10.082 


33.755 


-2. 172 


1.00 


19.-73 


8 


B 


o 


ATOM 


59i^ 


CB 


ALA 


B 


377 


-9.492 


32 , 804 


-5.231 


1,00 


22.01 


6 


B 


c 


ATOM 


5977 


N 


VAL 


B 


378 


-7. 970 


33,&96 


-2.837 


1.00 


17.41 


7 


B 


N 


ATOM 


5978 


CA 


VAL 


B 


378 


-7.454 


33 . 709 


-1 . 4 63 


1. 00 


15.59 


6 


B 


c 


ATOM 


5979 


C 


VAL 


B 


378 


-7.868 


34 .904 


-0.599 


1.00 


18. 90 


6 


B 


c 


ATOM 


5980 


0 


VAL 


B 


378 


-8.-341 


34 .768 


0.528 


1.00 


15. 42 


8 


B 


0 


ATOM 


5981 


CB 


VAL 


B 


378 


-5.924 


33.529 


-1.496 


1.00 


16. 92 


6 


B 


c 


ATOM 


5982 


CGI 


VAL 


B 


378 


-5.292 


33.554 


-0.097 


1. 00 


14. 42 


6 


B 


c 


ATOM 


5983 


CG2 


VAL 


B 


378 


-5.602 


32.163 


-2.152 


1.00 


15.70 


6 


fi 


c 


ATOM 


5984 


N 


ALA 


B 


379 


-7.771 


36.152 


-1.110 


1.00 


17. 93 


7 


B 


N 


ATOM 


5985 


CA 


ALA 


B 


379 


-8.194 


37 .326 


-O.309 


1.00 


20.08 




B 


c 


ATOM 


- 5986 


C 


ALA 


B 


379 


-9,662 


37.229 


0.076 


1.00 


19.47 


6 


B 


c 


ATOM 


5987 


O 


ALA 


B 379 


-10.109 


37.551 


1.193 


1.00 


22.45 


8. 


B 


d 


ATOM 


5988 


CB 


ALA 


B 


379 


-7,995 


38.615 


-1.147 


1.00 


18.51 


6 


B 


c 


ATOM 


5989 


N 


LYS 


B 


380 


-10.466 


36.797 


-0.900 


1.00 


18.66 


7 


B 




ATOM 


5990 


CA 


LYS 


B 


380 


-11.894 


36.674 


-0.688 


1.00 


20.96 




B 


■ c 


ATOM 


5991 


C 


LYS 


B 


380 


-12,190 


35.605 


. 0.355 


1.00 


19.74 


6 


B 


c 


ATOM 


5992 


o 


LYS 


B 


380 


-13.078 


35.788 


1.189 


1. 00 


18.75 


8 


B 


0 


ATOM 


5993 


CB 


LYS 


B 


380 


-12.683 


36.442 


-1.994 


1,00 


23. 24 


6 


B 


c 


ATOM 


5994 • 


CG 


LYS 


B 


380 


-14.190 


36.3^8 


-1.715 


i": 00' 


28, 51 


6 


B 


c 


ATOM 


5995 


CD 


LYS 


B 


380 


-14.571 


37.587 


■"-0.9b4 


1.00 


"34.77 




B 


c 



10/529196 



WO 2004/029239 



PCT/GB2003/004104 



77/189 



ATOM 599 6 



ATOM 5997 



CE LYS B 380 
WZ LYS B 380 



■15.727 
-15.V30 



37.849 - 



•37.147 



0.039 
1.275 



1.00 
1.00 



36.29 



34.54 



ATOM 5998 W 



HIS B 381 '■11.444 34.4^9 0.29O 1.00 20.39 



_7 B_ 

7 B 



Ji 

_c 

-£ 
_o 
_c 
_c 

_N 
C 
C 
N 
N 

_C 

c 
o 
c 
c 
c 
c 
c 

N 
W 
C 
C 
_N 
N 
N 



ATOM 5999 CA HIS B 381 



ATOM 6000 C 



ATOM 6001 • O 



HIS B 381 
HIS B 361 



-11.644 33.397 



■11.266 33.840 



1.225 
2.^27 



l.QO 19. tT" 



"11.998 33.549 



3,574 
0.8O9 



1.00 



1.00 



1.00 



19.84 
19.84 



_6 B_ 

6 B 



19.13 
-19.16 



8 B__ 

6 B 



ATOM 



"6002 CB HIS B 38F 



"10.791 32.180 



"atom ^003 CG HIS B 381 



"10.889 



31.031 
30.161 



1.759 
"1.7^6 



1.00 



_6 B_ 

7 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



6004 
■60O5 



"600^ 



NDl HIS B 381 
CD2 HIS B 381 



-11.948 
"10.031 



"30.610 2.738 



1.00 



20.12 



18.69 



600^" 



6008 
6009 



CBl HIS B 381 
ME2 HIS B 381 



"11.719 29.226 2.679 1.00 19.5 



iO.582 29.471 3.320 1.00 18.90 



~ B 

"6T- 



N 



ARG B 382 -10.176 34.588 2.730 1.00 18.66 7 



CA ARG B 382 



"9.715 35.121 



6010 C ARG B 362 



"10.757 36.090 



4.016 
4.553 



1.00 



TTOO 



19.48 
20.62 



_6 B_ 

8 B 



ATOM 



ATOM 



ATOM 



"goir 

doi2 



ARG B 382 



-10.967 



CB ARG B 382 



-8.330 



36.097 
35.7 67 



5.781 1.00 21. eT" 



6013 CG AARG B 382 



-7.167 
-7.181 



34.780 



"3.981 
4 .038 



1.00 



0.50 



18.68 

"18.52 



6 B 



34!825 3.606 0.50 21.37 



6 B_ 

6 B 



ATOM 



' 6014 CG BARG B 382 



5^834 35.443 3.732 O.TO 



15. 8i 
20 . 60 



6 B 



ATOM ^015 CD AARG B 382 



ATOM 6016 CD BARG B 382 



ATOM 6017 NE AARG B 382 



"5.878 35.624 3.608 O.SO' 



-4.696 34.590 4.001 



0.50 

"oTso 



14 .05 



ATOM 



ATOM 



6018 
6019 



ME BARG B 382 



"4.794 



CZ AARG B 382 



-3.556 



■34. 963 
34. 642 



2.894 
3.303 



3]888 34.205 3.496 



0,50 
0.50 



21.06 



13.55 
20.98 



_6 B_ 

6 B 



ATOM 



6020 CZ BARG B 382 



6021 



6022 



NHIAARG B 382 
NHIBARG B 382 



ATOM 6023 NH2AARG B 382" 



2.560 
"2.868 



33.830 
33.587 



3.633 0.50 9.69" 



"2.947 0.50 20. fl 



"3.438 35.511 2.289 0.50 12.36 7 B 



ATOM 6024 NH2BARG B 382 



-4.032 34.103 4.600 



ATOM 6025 N ASP B 38T' 
ATOM 6026 CA ASP B 383 



"=11.352 36.685 3.680 



0.50 

TToy 



1.08 
0.71 



"12.431 37.783 



4.086 . 
4.642 ■ 



1.00 



22.37 
23.25 



6 B 
6 B 



JC 
_C 

_o 

_C 
__C 
_0 

_o 

JC 

c 
o 
c 
c 
c 
c 
c 
. c 
c 
o 

N 

c 

c 
o 
c 
o 
c 

N 

c 
c 

0 

c 
c 
c 
c 

N 
H 
C 

c 
o 
c 
c 
o 

W 

c 

c 

o 
c 
c 



ATOM 



ATOM 



ATOM 



ATOM 



6027 



ASP B 383 



"13.^16 36.984 



1.00 



ATOM 6028 



6029 



O ASP B 383 
CB ASP B 383 



"14.lg9 37.325 



-12.918 38. 661 



5.684 
2.^47 



1.00 20.59 8 B 



1.00 24.24 6 B 



6030 CG ASP B 383 



-14.103 39.532 3.336 l."00 



"^031 ODl ASP B 383 



-13.961 40.449 4.172_ 



6032 
6033 



0D2 ASP B 383 



"15.247 39.285 



N 



TYR B 384 



-13.970 



35.885 
35.096 



2.868 
3.948 



1.00 
1.00 



26.34 
26.40 



6 B 



8 B 



1.00 
1.00 



26.44 8 b" 



22.45 
21.78 



7 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



6034 CA TYR B 384 



-15.131 



6035 



TYR B 384 



6036 
6037 



TYR B 384 



"14.817 
-15.612 



CB TYR B 384 



6038 CG TYR B 384 



-15.507 
-16.692 



34.434 
34.406 



4.441 
5.774 



1.00 26.57 



:?4.069 
33.248_ 



6.730_ 
"57336" 



1.00 18.28 



1.00 21. 15 



6 B_ 

8 B 



3.7^7 1.00 21.45" 



6 B 



ATOM 



ATOH 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



"6039 CDl TYR B 384 



-17.970 33.684 3.487 



6040 CD2 TYR B 384 



-1^.548 32.085 4.518 



1.00 
1.00 



21.64 



21 . 14 



6041 



ATOM 604? 



CEl TYR B 384 
CE2 TYR B 384 



604 3 CZ TYR B 384 



"19.091 
-17.652 



32. 975 



31.360 



3.883 
4.934 



1.00 23 ."28" 



■"6"-r 



1.00 21.98 



ATOM 604 4 
ATOM 604 5 



OH TYR B 384 
N THR B 385 



"18.910 
"20.031 



31.824 4.621 1.00 22.33 6 B 



"31.140 5.025 1.00 23.19 8 B 



33.861 5. 875 



A TOM 604 6 CA THR B 385 
THR B 385 
THR B 385 



6047 



-13.643 

-13.157 

-13.219 34.217 8.298 



33.255 7.107_ 



1.00 
1.00 
1.00 



19.26 



B 



22 . 52 



ATOH 604 8 O 



-13.783 33.894 



ATOM 604 9 CB THR B 385 



-11.686 



"ATOM 6050 OGl THR B 385 



"11.^23 



32.790 
31.792 



9.322 
7.000 



1.00 



21. 85 
21.08 



6.009 



1.00 



6051 

"eosr 



CG2 THR B 385 



"11.207 32.213 8.353 



1.00 

TToo 



22.47 

22.72 



8 B 

T""B" 



"6053" 



6054 



N LYS B 386 
CA LYS B 386 



-12.629 
-12.582 



35.395 3.149 1.00 



21.90 



LYS B 386__ 



-13.970 



36.370 
36.766 



9.240 
9.723 
IO.941J 



1.00 



22.88 
21.78 



JS B_ 

7 



B 



1,00 



21.03 

17.99 



8 B 



ATOM 



ATOM 
ATOM 



6055 



LYS B 386 



-14.147 37.033 



•'6056 CB LYS B 386 



-11.854 37. 623 



8.764 
T7620" 



1.00 
1.00 



25.55 



T^B 
6 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



6057 CG LYS B 386 



-11.985 38.881 



6058 CD LYS B 386 



ll]346 38.631 loT^ST" 



1.00 
1.00 



25.75 



31.27 



6059 CE LYS B 386 



to060 WZ LYS B 386 



"10.615 
-11,46^ 



39.877 11.495 l.QQ 34.90 
11.404 1.00 36.25 



_6 B_ 

6 B 



ATOM 606i N ASN B 387 



-14.897 



41.088 
36.8^1 



8.782 1.00 19.48" 



lo62 CA aIn B 387 -1612^4 37.37b 9 .106 1.00 20. 1L 



7 B 
6 B 



6063 



ASH B 387 



17.263 36.296 



"6064 



ASH B 387 



6065 
606t 



CB ASM B 387 



"18.4 61 
-16.650_ 



36.563 



9.328_ 
9.56r 



1.00 21.10 



8 B 



38.347 7.990 1.00 21.56 6 B 



CG 



ASM B 387 "i5!7B2 39.605 8.148 1.00 25.29 



ATOM 6067 ODl ASN S 387 



-16.112 



' 6068 «D2 ASM B 387 



"14.686 
-16.813 



40. 433 
"39.730 



9.024 1.00 25.63 



7.395" 
9.366 



1.00 22.17 



7 B 

7 B 



ATOM 



ATOM 



6069 
"gOTT 



M 



TYR B 388 



35.022 



1.00 21.52 



6071 



CA TYR B 388 
C TYR B 388 



"17.8'OF" 33. 965 9.591 1.00 21.64 



-18.520 



"34.129 
33. 731 



10.948 
10.932 



1.00 20.98 



_6 B^ 

8 B 



ATOM 



ATOM 



""6072 



TYR B 388 



"19.693, 



ATOM 6073 CB TYR B 388 



"17.128 32.607 



6074 CG TYR B 388 



"-17.947 31.34B_ 



9.527 
9.573 



1.00 22.87 



1.00 21. "52" 



1.00 22.15 



6 B 
^ B 



10/5291 



WO 2004/029239 PCT/GB2003/004104 

78/189 



ATOM 


6075 


CDl 


TYR 


B 


388 


rX8. 638 


30. 876 


O . 4 ( D 




g 






ATOM 


6076 


CD2 


TYR 


B 388 


-X7.925 


30 . 531 


XO . 708 


1 . 00 22 .44 


g 






ATOM 


6077 


CEl 


TYR 


B 


388 


-19. 379 


29.705 


8 . 507 


■ ^ QQ 2X . 98 


6 


0 




ATOM 


6078 


CE2 


TYR 


B 


388 


-18. 690 


29.360 


XO . 76X 


1 nn 99 £Q 


o 


fi 


c 


ATOM 


6079 


CZ 


TYR 


B 


388 


-19.360 


28. 929 


9 . 652 


1 AA 91 9Q 


o 


B 


c 


ATOM 


6080 


OH 


TYR 


B 388 


-20.043 


27 .724 


9 . 684 


"S" hr» A fx 


o 


B 


o 


ATOM 


6081 


OT 


TYR 


B 


388 


-17.922 


34 .391 


X2 . 017 


1 . OU 1^.19 


8 


B 


0 


ATOM 


6083 


N 


MET 


c 




-13.693 


16.270 


-8 . 652 


l.OU 19.90 


7 


c 




ATOM 


6084 


CA 


MET 


Q 




-X4, 921 


15. 420 


-8 .556 


1 An <so 
l.OO 


6 


C 


c 


ATOM 


6085 


C 


MET 


Q 


— _ 


-14.565 


14 .089 


-9.220 


1.00 22.05 


6 


c 


c 


ATOM 


6086 


0 


MET 


Q 


■ - ■ 


-13.990 


14 , 147 


-10, 326 


1 . 00 22 . 94 


8 


c 


0 


ATOM 


6087 


CB 


MET 


Q 




-16.148 


15.997 


-9.213 


X.OO 20.86 


6 


c 


c 


ATOM 


6088 


CG 


MET 


Q 


r 


-17.452 


15.338 


-8.7B5 


X.OO 25.06 


6 


c 


c 


ATOM 


6089 


SE 


MET 


p 


_ 

i 


-17.773 


14 .350 


-10.514 


1.00 49.23 


34 


c 


SE 


ATOM 


6090 


CE2 


MET 


C 




-18.700 


15.931 


-11.503 


1.00 19.63 


6 


c 


c 


ATOM 


6091 




ARC 


C 




-14.961 


13.008 


-8.601 


1*00 19.58 


7 


c 


N 


ATOM 


6092 


CA 


ARG 


c 


«i 


. -14.641 


11.67^ 


-9.142 


1.00 18.99 




c 


c 


ATOM 


6093 


C 


ARG 


c 


c. 


-15.768 


10.723 


-8.788 


1.00 18.75 




c 


c 


ATOM 


6094 


O 


ARG 


c 




-16.589 


11.1^9 


-7,984 


1.00 17.76 


8 


c 


0 


ATOM 


6095 


CB 


ARG 


c 


2 


-13,326 


11.167 


-8,582 


1.00 19.99 


6 


c 


c 


ATOM 


6096 


CG 


ARG 


c 


<j 


-13.304 


11.226 


-7.073 


1.00 19.14 




c 


c 


ATOM 


6097 


CD 


ARG 


c 


2 


-11.892 


11.013 


-^.531 


1.00 19.37 


6 


c 


c 


ATOM 


6098 


NE 


ARG 


c 


2 


-11.969 


11.298 


-5.085 


1.00 17.17 


7 


c 


M 


ATOM 


6099 


ca 


ARG 


c 


2 


-IX. Ill 


10.874 


-4. 190 


1.00 17.50 


6 


c 


c 


ATOM 


6100 


HHl 


ARG 


c 


2 


-11.341 


11.292 


-2.936 


1.00 16.12 


7 


c 


N 


ATOM 


^101 


NH2 


ARG 


c 


2 


-10.147 


9.994 


-4.495 


1.00 16.83 


7 


c 


N 


ATOM 


6102 


N 


TYR 


c 


3 


-15.820 


9.546 


-9.408 


1.00 16.17 


7 


c 


N 


ATOM 


6103 


CA 


TYR 


c 


3 


-16.993 


8. 694 


-9.075 


1.00 17,30 


6 


c 


c 


ATOM 


6104 


C 


TYR 


c 


3 


-16.710 


7.279 


-9.526 


1.00 16,83 




c 


c 


ATOM 


6105 


0 


TYR 


c 


J 


-15.746 


7.150 


-10.311 


1.00 16.16 


8 


c 


0 


ATOM 


6106 


CB 


TYR 


c 


3 


-18.208 


9.180 


-9.907 


1.00 15.97 


6 


c 


c 


ATOM 


6107 


CG 


TYR 


c 


3 


-17.973 


9.377 


-11.399 


1.00 17.96 




c 


c 


ATOM 


6108 


CDl 


TYR 


c 


3 


-18.406 


8.382 


-12.283 


1.00 18.95 




c 


c 


ATOM 


6109 


CD2 


TYR 


c 




-17 .368 


10. 492 


-11.940 


1.00 18.17 


6 


c 


c 


ATOM 


6110 


C£l 


TYR 


c 


•a 


-18 .271 


8.523 


-13.^56 


1.00 19.33 


6 


c 


c 


ATOM 


6111 


CE2 


TYR 


c 


•a 


-17.162 


10.624 


-13.322 


1,00 20.27 




c 


c 


ATOM 


6112 


CZ 


TYR 


c 




-17.631 


9.63^ 


-14.X6X 


1.00 21. 92 




c 


c 


ATOM 


6113 


OH 


TYR 


c 




-17,466 


9.6^1 


-lS.532 


1.00 22.20 


8 


c 


0 


ATOM 


6114 


N 


LEU 


c 




-17,457 


6.321 


-9.053 


1,00 15.79 


7 


c 


N 


ATOM 


61X5 


CA 


LEU 


c 




-17.361 


4.942 


-9.485 


1,00 16,99 


6 


c 


c 


ATOM 


6116 


C 


LEO 


c 




-18.828 


4 .409 


-9.661 


1.00 19.28 


6 


c 


c 


ATOM 


61X7 


O 


LEU 


c 


g 


-19-724 


4.810 


-8.888 


1.00 17.08 


8 


c 


0 


ATOM 


61X8 


CB 


LEU 


c 


4 


-16.675 


3. 948 


-8.537 


1,00 16.06 


6 


c 


c 


ATOM 


6119 


CG 


LEU 


c 




-15.174 


4.330 


-8.344 


l.OO 18.17 


6 


c 


c 


ATOM 


^120 


CDX 


T.RU 


c 




-14 .746 


3.649 


-7.027 


1.00 17,10 


i 


c 


c 


ATOM 


6121 


CD2 


LEU 


c 




-14 .348 


3.868 


-9.509 


1,00 16,12 


6 


c 


c 


ATOM 


6122 


N 


THR 


c 


5 


-18.986 


3.536 


-10. 654 


1.00 17.50 


7 


c 




ATOM 


6123 


CA 


THR 


c 


5 


-20.320 


2. 946 


-10.832 


1.00 19.56 


6 


c 


c 


ATOM 


6124 


C 


THR 


c 


^ 


-20.141 


1.447 


-10.577 


l.OO 20.30 


6 


c 


c 


ATOM 


6125 


O 


THR 


c 


5 


-19.033 


0.948 


-10.781 


1.00 18.53 


8 


c 


o 


ATOM 


6126 


CB 


THR 


c 


5 


-20.952 


3.156 


-12,222 


1,00 18.56 


^ 


c 


c 


ATOM 


6X27 


OGX 


THR 


c 


5 


-20.220 


2.500 


-13.252 


1.00 19,73 


8 


c 


o 


ATOM 


6X28 


CG2 THR C 


5 


-20.^43 


4.636 


-12.651 


1.00 17,76 


6 


c 


c 


ATOM 


6X29 




ALA 


c 




-21.206 


0.732 


-10.211 


1.00 18.83 


7 


c 




ATOM 


6X30 


CA 


ALA 


c 


5 


-21,092 


-0.677 


-9.926 


1.00 18,27 


6 


c 


c 


ATOM 


6X31 


C 


ALA 


c 


6 


-22 . 428 


-1.363 


-10.186 


1. 00 21.36 


6 


c 


c 


ATOM 


6132 


O 


ALA 


c 


6 


-23.487 


-0.695 


-10. 170 


1.00 23,29 


8 


c 


o 


ATOM 


6133 


CB 


A7*A 


c 


6 


-20.738 


-0.811 


-8.426 


1,00 17.78 


6 


c 


c 


ATOM 


6X34 


N 


GLY 


c 


7 


-22.378 


-2. 682 


-10.248 


1 . 00 21 . 37 


7 


c 


N 


ATOM 


6X35 


CA 


GLY 


c 


7 




-3.422 


-10. 361 


1 . 00 20.49 


6 


c 


c 


ATOM 


6X36 


C 


GLY 


c 


7 


-23.602 


-4.294 


-11. 601 


1.00 19.46 


6 


c 


c 


ATOM 


6X37 


O 


GLY 


c 


7 


-22.839 


-3.966 


-12.517 


1.00 17.42 


6 


c 


o 


ATOM 


6138 


N 


GLU 


c 


8 


-24 .405 


-5.364 


-11.516 


1,00 18.65 


7 


c 


N 


ATOM 


6139 


CA 


GLU 


c 


8 


-24 . 480 


-6.248 


-12.691 


1.00 19.69 


6 


c 


c 


ATOM 


6140 


C 


GLU 


c 


8 


-25 .961 


-6.093 


-13.336 


1.00 20.70 


6- 


c 


c 


ATOM 


6141 


0 


GLU 


c 


8 


-26.822 


-5.810 


-12.623 


1.00 20.6b 


8 


c 


o 


ATOM 


6142 


CB 


GLU 


c 


8 


-24 .265 


-7.723 


-12.277 


1.00 17.78 


6 


c 


c 


ATOM 


6143 


CG 


GLU 


c 


8 


-22.788' 


-8.057 


•-12.128 


1.00 19.36 


6 


c 


c 


ATOM 


6144 


CD 


GLU 


c 


8 


-22.125 


• -7.388 


-10,947 


1,00 21.18 


— T 


c 


c 


ATOM 


6145 


OEl 


GLU 


c 


e 


-22.69V 


-7.382 


-9.848 


1.00 20.43 


8 


c 


o 


ATOM 


" 6146 


0E2 


GLU 


c 


B 


-21.6i2 


-6.856 


-11.076 


1.00 24.29 


6 


c 


o 


ATOM 


6147 


M 


SER 


c 


9 


-25.961 


-6.368 


-14.627 


1.00 21.67 


7 


c 


N 


ATOM 


6148 


CA 


SER 


c 


9 


-27.253 


-6.3X2 


-15.304 


1.00 22.77 


-g- 


c 


C 


ATOM 


6149 


C 


SER 


c 


9 


-28.345 


-7.097 


-14.561 


1.00 22.14 


6 


c 


c 


ATOM 


6150 


0 


SER 


c 


■"■ 9 


-29.443 


-6.538 


-14.434 


1.00 21.16 


8 


c 


o 


ATOM 


6151 


CB 


SER 


c 


9 


-27.163 


-6.870 


-16.729 


1.00 23,53 


i 


c 


c 


ATOM 


" 6152 


OG 


SER 


c 


9 


-28.422 


-6.594 


-17,364 


1.00 23.03 


8 


c 


o 


ATOM 


6153 


M 


HIS 


c 


10 


-28.114 


-8.324 


-14.149 


i.OO 20,78 


7 


c 


M 


ATOM 


" 6154 


CA 


HIS 


c 


10 


-29.134 


-9.077 


■-X3.423 


1.00 23.21 


6 


c 


c 
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ATOM 



RTOM 



ATOM 



ATOM 



ATOM 



6155 C HIS C 10_ 



79/189 

28«B01 "9.280 -11.945 1.00 21. B2 6 



615^ 0 HIS C 10 



-29.316 "16.153 



6157 
6158 



CB HIS C 10 



-29.494 -10.41B 



-11.247 
-14.100 



1.00 23.04 



CG HIS C 10 



6159 NDl HIS C 10 



-29. 680 
-28,723 



-10.191 



-10.564 



-15.586 
-16.486 



1.00 24.27 
1.00 26. gT" 



6 C 



1.00 28.80 
1.00 26.56 



6 C 

7 C 



_C 
0 
_C 
_C 
_N 
C 

J! 

c 
c 

0 



ATOM 6160 CD2 HIS C 



10 



-30.690 
-29.127 



-9. 602 -16..28B 
-10.216_-17.71Q 



1.00 30.66 



6 C_ 

6 C 



ATOM 



ATOM 



ATOM 



61^1 CEl HIS C TQI 



6162 NE2 HIS C 10 



-30.319 -9.637 -17.600 



6163 N GLY C 11 



-27.881 -8.469 



11.426 
9,976 



1.00 30.36 
1,00 22.8"6" 



_7 C_ 

6 C 



ATOM 



ATOM 



6164 CA GLY C iT" 



-27 .629 -8. 409 



1.00 21.09 



6165 C GLY C 11 



-28.826 -1.669 -9.341 1.00 21.75 6 C 



6166 



ATOM 6167 N 



GLY C 11 



-29.753 -7.264 -10.044 1.00 22.11 



PRO 



ATOM 6168 CA PRO 



C 12 
c— IT 



-28.844 -7.534 -8.02^ 1.00 21.07 7 C 



-29.919 -6.901 



-7.319 
-7.492 



1.00 21.79 
1.00 22. W 



6 C 

"6~-c" 



S. 

_0 

_c 
__c 
_c 

Ji 
__c 

0 

c 
c 

M 

c 

N 
N 
N 
C 
C 
0 

c 
c 
c 
c 



ATOM 



6169 C PRO C 12 



-30.044 -5.401, 



6170 



PRO C 12 



-31.140 -4.863 -7.421 



6171 CB PRO C 12 



-29.595 -7.148 



-5.829 
^5.803 



1.00 22.91" 
1.00 20. 5~ 



_6 C_ 

6 C 



ATOM 



ATOM 



6172 CG PRO C 12 



-28.118 -7.396 



6173 CD PRO C 12 



-27.758 
-28.900 



sioOS -7. 125 



1.00 23.33" 



1.00 20.70" 
1.00 21. 3~ 



7 C 



ATOM 617 4 



ATOM 



ATOM 



6175 
6176 



N 



ARG 



CA ARG 



C 13 

c i:^ ' 



-29.015 



ARC C 13. 



-27.803 
-26.773 



-4.704 
-3.245 



-2.604 



-7.722 
-7.779 



-6.426 
-8.460 



1.00 22.12 6 C"" 



1.00 21.08 
1.00 18.74 



_6 C_ 

8 C 



ATOM 6177 



ARG C 13 



-3.270 



ATOM 



ATOM 



ATOM 



6178 CB ARG C 13 



617 9. CG ARG 



6180 CD ARG 



C 13 



-29.106 -2.820 



-29.208 -1.315 



-^.277 
-^.657" 



1,00 23.4"r 
1.00 24.85" 



6181 Mfi ARG C 13 



29.049 -1.010 -4.556 1>00 24.57" 



6 C 



-27.^63 -0.820 



-4.181 

-2. 962 



1.00 23.75 
1.00 23.89" 



7 C 

6 C 



ATOM 



6182 CZ ARG C 13 



ATOM 6183 NHl ARG C 13 



-27.156 
-21.965 



-1.021 



ATOM 6184 NH2 ARG C 13 



-25.848 
-2V.946 



-1.394 



-0.896 



-1 . 984 
-2.73: 



l.OQ 21.81 
1.00 22.98" 



7 C 
7 C 



ATOM 



ATOM 



6185 N LEU C 14 



618 6 CA LEO C 14 



ATOM 6187 



LEU C 14 



-26.807 
-26. 491 



-1.408 -8.937 1.00 17.88 
-0.687 -9.499 1.00 19.09~ 



6188 



LEO C 14 



-27.440 0.747 



0.372 -8.441 1.00 21.09 



6 C 

^ .0 



-7.699 
-10.808 



1.00 19.88 
l.OQ 19.22 



6 C 



ATOM 



ATOM 



ATOM 



ATOM 



6189 CB LEU C 14 



-27.142 0,007 



6190 CG LEO C 14 



•27!844 -o!94^ -11.814 1.00 19.36 6 C 



6191 CDl LEU C 14 



-28.239 



6192 CD2 LEU C 14 



-2 6. 972 



-0.202 
-2.168 



-13.072 



-12.050 



1.00 18.78 
1.00 18 ."55" 



ATOM 6193 N THR C 15 



-25.218 0.746 



ATOM 6194 Cft THR C 15 



-24.874 1.767 



-8.343 
-7.356 



"1.00 18. To" 



6 C_ 

6 C 



6195 



THR C 15 



^23.849 2.713 



-7.946 
-8.808 



1.00 ie.05_ 

1.00 18. "38" 



_6 C_ 

8 C 



_C 
_C 
_0 
JC 
_0 
_C 
_N 
JC 
_C 
O 

_N 

_C 
_C 
_0 

JC 
C 
C 
C 
H 

_C 

_c 

0 
_C 
_C 

c 
Zc 

w 

C 
C 

o 
c 
c 
c 
o 
o 

H 

c 
12 

0 



ATOM 6196 O THR C 15 



-23.064 
-24.301 



2.345 
1.158 



1 .00 20.60 
1.00 19.01 



ATOM 



ATOM 



ATOM 



ATOM 



6197 
6198 



CB THR C 15 



OGl THR C 15 



-25.119 0.098 



-6.043 
-5.569 



1.00 18.70 



_6 C_ 

8 C 



6199 CG2 THR C 15 



-24.204 2.189 -4.923 1.00 16.07 6 C 



6200 
6201 



ALA C 16 



6202 



CA ALA 



ALA 



c-rr 

C 16 



-23.865 
-22. 818 



3.963 -7.511 1.00 20.06 



4,915 



-7.913 1.00 20.19 



-22. 442 



5.748 



-6.686 
-5.842 



1.00 18.14 
1.00 20.33" 



.7 C 



"6"~C^ 
8 C 



ATOM 



6203 



ALA C 16 



-23.264 6.147 



ATOM 6204 CB ALA C 16 



23^315 5.829 -9.032 



1.00 20.46 
1.00 16.71" 



7 C 



ATOM 



ATOM 



"6205 H ILE C "TT 



-21.190 ' 



"g2gr 
-g2?rr 



CA ILE C • 17 



-20. 699 



6.134 
7.033 



ILE C 17 



-20.041 
-19.143 



8.241 



-6.535 
-5.554 



-6.238 
-7.06S 



1.00 16. 2T" 



1.00 18.89 
1.00 19.32 



_6 C_ 

8 C 



6208 



ILE C 17 



8.044 



19!782 6.437 -4.462 



1.00 1^.55 
l.OQ 17.50 



ATOM 



ATOM 



6209 CB ILE C 17 



ATOM 6210 CGI ILE C 17 



-20.531 5.365 -3.662 



6211 CG2 ILE C 17 



-19.272 7.636~ 



ATOM ■ 6212 CDl ILE C 17 



-19.671 



4.545 
9. 463 



-3.616 
-2.677 



1.00 13.72 
1.00 16. "96" 



6 C_ 

C" 



_6 C_ 

7 C 



ATOM 6213 N ILE C 18 



-20.416 



ATOM 6214 CA ILE C 18 



-19.794 10.668 



-5.876 1.00 17.96" 



ATOM 6215 C ILE C 18 



-19.0^6 
-19.716 



11.367 



-6,418 
-5.240 



1.00 18.18 



-4.302 
-7.042 



1.00 19.10 
1.00 17.02 



_6 

8 C 



ATOM 6216 O ILE C 18 



11.776 



ATOM 



ATOM 



ATOM 



6217 CB ILE C 18 



-20.707 11.707 



6218 
6219 



CGI ILE C 18 



-21.609 10.970 -8.081 



CG2 ILE C 18 



-19.^30 12.840 



1.00 19.52 
1.00 19.95 



-7. 760 
-8. 654 



1.00 18.96 
1 . 00 20.08 



_6 C_ 

6 C 



6220 CDl ILE C 18 



-22.685 11.909 



6 C 

"T""C" 



ATOM 



~6221 H GLO C T9" 



-17.770 11.626 



-5.429 
-4 .368 



1.00 17.09 
1.00 17.99" 



ATOM 6222 CA GLU C 197 



-16.997 



12.270 
13,615 



J6 C_ 

6 C 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



6223 



"62?r 

6225 



GLU C 19 



-16.543 



GLU C 19 



-16.053 13.701 



-4.914 
-6,050 



1.00 18.86 
1.00 17 ."62" 



CB GLU C 19 



-15!904 11,315 -3.898 1.00 17.22" 



622 6 CG GLU C 19 



"-15.179 11.708 -2.592 l.OQ 18.22 



ATOM 6227 CD GLU 



6228 
"6229 



OBI GLU 



C 19 
C 19 



""-14.376 12,992 



-13.453 13.046 



-2.714 
-3.552 



1.00 20.27 
l.OQ 18.08" 



0B2 GLU C 19 



"-14. ^18 13.962 -1.966 1.00 17.87 



J C_ 

8 C 



"6230 M GLY C 20 



ATOM 6231 CA GLY 



6232 



GLY 



C 20 
C" 26" 



-16.776 
-16.296 



14 , 697 -4.181 1.00 16.58 



16.000 -4.621 



6233 



GLY C 20 



-17.303 
-16.867 



1.6.958 -5.234 



1.00 20.07 
1.00 20. 4?" 



17.986 -5.813 1.00 19.16 8 



6 C 



10/529196 



80/189 

RTOM 6234 N ILE C 21 -18.596 16.725 -5,080 1.00 19,01 7 C N 

ATOM 6235 CA ILE C Zl -19.546 17.743 -5-608 1.00 20.67 6 C C 

ATOM 6236 C ILB C 21 -19.550 18.864 -4.5B4 1,00 18.39 6 C C 

ATOM 6237 0 ILE C 21 -19.531 18.525 -3.411 1.00 19.39 8 C O 

ATOM 6238 CB ILE C 21 -20.965 17.153 -5.692 1.00 20.09 6 C C 

ATOM 6239 CGI ILE C 21 -21.002 16.108 -6.832 l.OQ 2U.30 6 C C 

ATOM 6240 CG2 ILE C 21 -22.025 18.215 -5.946 l.OO 20.18 6 C C 

ATOM 6241 CDl ILE C 21 -20.888 16.775 -8,213 1.00 20.65 6 C C 

ATOM 6242 N PRO C 22 -19.662 20.116 -4.931 1.00 20.84 7 C N 

ATOM 6243 CA PRO C 22 -19.733 21.200 -3.953 1.00 20.24 6 C C 

ATOM 6244 C PRO C 22 -20.957 21.088 -3.032 1.00 19.27 6 C C 

ATOM 6245 0 PRO C 22 -22.007 20.633 -3.475 l.QO 19.11 8 C O 

ATOM 624 6 CB PRO C 22 -20.015 22,432 -4.801 1.00 20.11 6 C C 

ATOM 6247 CG PRO C 22 -19.742 22.069 -6.182 1.00 20.91 6 C C 

ATOM 6248 CD PRO C 22 -19.667 20.596 -6.330 1.00 18.67 6 C C 

ATOM 6249 tJ ALA C 23 -20.781 21.454 -1.775 1.00 19,80 7 C N 

ATOM 6250 CA ALA C 23 -21.906 21.548 -0.834 1.00 18.30 6 C C 

ATOM 6251 C ALA C 23 -22.855 22.635 -1.340 1.00 18.13 6 C C 

ATOM 6252 0 ALA C 23 -22,400 23,607 -1.964 1.00 17,06 8 C O 

ATOM 6253 CB ALA C 23 -21.312 22.001 0,513 1.00 17.41 6 C C 

ATOM ^25 4 M GLY C 24 -24.154 22.4 93 -1.063 1.00 20.31 7 C N 

ATOM 6255 CA GLY C 24 -25.142 23.508 -1.365 1.00 19.38 6 C C 

ATOM 6256 C GLY C 24 -25.748 23,413 -2.736 1.00 22.72 6 C C 

ATOM 6257 O GLY C 24 -26,449 24,354 -3.081 1.00 21.50 8 C O 

ATOM g258 N LEU C 25 -25,576 22.340 -3.493 1.00 20.15 7 C N 

ATOM 6259 CA LEO C 25 -26.254 22.247 -4.792 1.00 21.42 6 0 C 

ATOM 6260 C LEO C 25 -27.650 21.693 -4.631 1.00 23.03 6 C C 

ATOM 6261 O LEO C 25 -27.726 20.563 "4.142 1.00 21.50 8 C O 

ATOM 6262 CB LEO C 25 -25.466 21.269 -5.686 1,00 20,72 6 C C 

ATOM 6263 CG LEO C 25 -26.044 20.941 -7.073 1.00 22.25 6 C C 

ATOM 6264 CDl LEO C 25 -26.139 22.179 -7.979 1.00 20.35 6 C C 

ATOM 6265 CD2 LEU C 25 -25.220 19.856 -7.736 1.00 18.67 6 C C 

ATOM 6266 N PRO C 26 -28.726 22.411 -4.965 1.00 24.59 7 C N 

ATOM 6267 CA PRO C 26 -30.079 21.871 -4.941 1.00 23.76 6 C C 

ATOM 6268 C PRO C 26 -30,180 20.650 -5,845 1.00 23,86 6 C C 

ATOM 6269 0 PRO C 26 -29.728 20.635 -7.004 1.00 23.41 8 0 O 

ATOM 6270 CB PRO C 26 -30.947 23.016 -5.479 1.00 25.16 6 0 C 

ATOM 6271 CG PRO C 26 -30.693 24.243 -5.263 1.00 25.81 6 C C 

ATOM 6272 CD PRO C 26 -28.667 23.788 -5.493 1.00 23.82 6 C C 

ATOM 6273 N LEU C 27 -30.688 19.537 -5.335 1.00 22.22 7 C N 

ATOM 6274 CA LEU C 27 -30.674 18.232 -5.987 1.00 22.11 6 C C 

ATOM ^275 C LEU C 27 -31.760 17.319 -5.481 1.00 20.97 6 C C 

ATOM 6276 O LEU C 27 -31.872 17.118 -4.284 1.00 20.13 8 C O 

ATOM 6277 CB LEU C 27 -29.295 17.554 -5.739 1.00 22.97 6 C C 

ATOM 6278 CG LEO C 27 -29.141 16.179 -6.403 1.00 24.33 6 C C 

ATOM 6279 CDl LEO C 27 -29,200 16.238 -7.937 1.00 24.82 6 C C 

ATOM 6280 CD2 LEO C 27 -27.831 15.493 -5.997 1.00 22.94 6 C C 

ATOM 6281 N THR C ^6 -32.588 16.751 -6.356 1.00 24.34 7 C N 

ATOM 6282 CA THR C 28 -33.736 15.961 -5.934 1.00 24.03 6 C C 

ATOM 6283 C THR C 28 -33.747 14.657 -6.720 1.00 23.46 6 C C 

ATOM 6284 O THR C 28 -33.069 14.613 -7.736 1.00 24.17 8 0 O 

ATOM 6285 CB THR C 28 ' -35.078 16.641 -6.243 1.00 24.56 6 C C 

ATOM 6286 OGl THR C 28 -35.185 16.897 -7.649 1.00 24.66 8 C O 

ATOM 6287 CG2 THR C 28 -35.293 17,973 -5.534 1.00 24.44 6 C C 

ATOM 6288 N ALA C ^9 -34.4^*7 1^.^64 -6.244 1.00 23.23 7 C "W 

ATOM 6289 CA ALA C 29 -34.543 12.399 -6.979 1.00 23.12 6 C C 

ATOM ^296 C ALA C 29 -35,217 12.612 -8.321 1.00 22.61 6 C c" 

ATOM 6291 O ALA C 29 -34.806 12.041 -9.307 1.00 23.74 8 C O" 

ATOM 6292 CB ALA C 29 -35.319 11.403 -6.112 1.00 24.20 6 C C" 

ATOM 6293 N GLU C 30 -36.132 13.580 -8.438 1.00 26.00 7 C N 

ATOM 6294 CA GLU C 30 -36.738 13.881 -9.732 1.00 28.07 6 C C 

ATOM 6295 C GLO C 30 -35.686 14.459 -10.679 1.00 27.22 6 C C 

ATOM 6296 O GLO C 30 -35.801 14.215 -11.876 1,00 26,61 8 C 0 

ATOM 6297 CB GLU C 30 -37.914 14.859 -9.651 1,00 30.68 6 C C 

ATOM 6298 CG GLU C 30 -38.534 15.228 -10,992 1.00 34.29 6 C C 

ATOM 6299 CD GLU C 30 -39.243 14.153 -11,767 1.00 38.10 6 C C 

ATOM o300 OEl GLO C 30 -39,574 14,374 -12.969 1.00 39.82 8 0 o' 

ATOM 6301 OE2 GLO C 30 -39.624 13.080 -11.219 1.00 39.93 8 C 0 

ATOM 6302 N ASP C 31 -34.675 15.195 -10.205 1.00 27.24 7 C N 

ATOM 6303 CA ASP C 31 -33.669 15.692 -11.174 1.00 25.61 6 C C 

ATOM 6304 C ASP C 31 -33.002 14.512 -11.884 1.00 25.57 6 C C 

ATOM 6305 O ASP C 31 -32.630 14.502 -13.064 1.00 25.63 8 C O 

ATOM 6306 CB ASP C 31 -32.614 16.538 -10.487 1.00 25.06 6 C C 

ATOM 6307 CG ASP C 31 -33.086 17.831 -9.971 l.OQ 26.10 6 C C 

ATOM 6308 ODl ASP C 31 -33.930 18.496 -10.564 1.00 25.13 8 C O 

ATOM 6309 OD2 ASP C 31 -32.614 18.205 -8.766 1.00 21.78 8 C 0 

ATOM 6310 M ILE C 32 -32,855 13.429 -11.146 1.00 22.77 7 C N 

ATOM 6311 CA ILE C 32 -32.209 12.239 -11.709 1.00 23,20 6 C C 

ATOM 6312 C ILE C 32 -^3.197 il.425 -12.540 1,00 24.54 6 C C 
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ATOM 6313 O ILE C 32 -32.898 10.96^ -13.638 1«00 21.43 8 C 0 

ATOM 6314 CB ILE C 32 -31.676 11.371 -10.571 1.00 23.06 6 C C 

ATOM 6315 CGlfilLE C 32 -31.002 12.264 -g-glO 0-50 22.45 6 C C 

ATOM 6316 CGlBILfi C 32 -30.658 12.178 -9.743 0.50 24.71 6 C C 

ATOM 6317 CG2MLE C 32 -30.701 1Q:298 -11.026 0.50 22.38 6 C C 

ATOM 6318 CG2BILE C 32 -31.003 10.115 -11.121 0.50 23.65 6 C C 

ATOM 6319 CDIAILS C 32 -29.662 12.857 -9.868 0.50 19.21 6 C C 

ATOM 6320 CDIBILE C 32 -30.259 11.309 -8.568 0.50 25.06 6 C C 

ATOM 6321 N A8W C 33 -34.374 11.221 -11.934 1.00 25.03 7 C ~ 

ATOM 6322 CA ASN C 33 -35.379 10.363 -12.564 1.00 26.80 6 C C 

ATOM 6323 C ASH C 33 -35.793 10.786 -13.956 1.00 26.67 6 C C 

ATOM 6324 O ASN C 33 -35.932 9.950 -14.853 1.00 27.27 8 C 0 

ATOM 6325 CB ASN C 33 -36.619 10.286 -11.654 1.00 26.81 6 C C 

ATOM CG ASM C 3^ -^6.351 9.5^6 -10.371 1.00 26.28 ^ C ~ 

ATOM ^3^i GDI ASN C 33 -37.160 9.622 -9.422 1.00 28.36 8 C O 

ATOM 6328 ND2 ASN C 33 -35.229 8.856 -10.269 1.00 23.70 7 C N 

ATOM 6329 N GLU C 34 -35.741 12.088 -14.194 1.00 28.57 7 C N 

ATOM 6330 CA GLU C 34 -36.165 12.566 -15.515 1.00 30.70 6 C C 

ATOM 6331 C GLO C 34 -35.241 11.979 -16.568 1.00 29.36 6 C C 

ATOM 6332 O GLU C 34 -35.709 11.490 -17.614 l.QQ 24.82 8 C 0 

ATOM 6333 CB GLU C 34 -36.231 14.088 -15.545 1.00 37.87 6 C C 

ATOM 6334 CG GLU C 34 -36.303 14.679 -16.956 1.00 44.98 6 C C 

ATOM 6335 CD GLU C 34 -36.091 16.183 -16.990 1.00 50.17 6 C C 

ATOM 6336 OEl GLU C 34 -36.372 16.849 -15.958 1.00 52.69 8 C O 

ATOM 6337 0E2 GLU C 34 -35.648 16.716 -18.042 1.00 52.90 8 C O 

ATOM 6338 N ASP C 35 -33.928 12.021 -16.280 1.00 26.27 7 C N 

ATOM 6339 CA ASP C 35 -32.955 11.479 -17.215 1.00 25.33 6 C C 

ATOM ^340 C ASP C 35 -32.981 9.969 -17.214 1.00 23.75 6 C C 

ATOM 6341 0 ASP C 35 -32.729 9.394 -18.273 1.00 23.63 8 C 0 

ATOM 6342 CB ASP C 35 -31.536 11.993 -16.901 1.00 27.00 6 C C 

ATOM 6343 CG ASP C 35 -31.363 13.441 -17.334 1.00 28.50 6 C C 

ATOM 6344 ODl ASP C 35 -32.265 13.918 -18.059 l-.OO 28,14 8 0 O 

ATOM 634^ OD2 ASP C 35 -30.329 14.046 -16.983 1.00 27.10 8 C 0 

ATOM ^346 N LEU C 36 -33.241 9.302 -16.072 1.00 23.90 7 C N 

' ATOM 6347 CA LEU C 36 -33.289 7.832 -16.140 1.00 22.70 6 C C 

ATOM 6348 C LEO C 36 -34.387 7.422 -17.133 1.00 24.28 6 C C 

ATOM 6349 O LEO C ^6 -34.363 6.^339 -17.876 1.00 24.03 8 C O 

ATOM 6350 CB LEO C 36 -33.572 7.235 -14.738 l.QQ 20.78 6 0 C 

ATOM 6351 CG LEO C 36 -32.418 7.535 -13.748 1.00 20.70 6 C C 

ATOM 6352 CDl LEU C 36 -32.698 6.972 -12.369 1.00 21.84 6 C C 

ATOM 6353 CD2 LEU C 36 -31.092 7.052 -14.302 1.00 17.55 6 C C 

ATOM 6354 W ARG C H -35.516 8.113 -17.043 1.00 25.37 7 C H 

ATOM 6355 CA ARG C 37 -36.662 7.835 -17.923 1.00 28.06 6 C C 

ATOM 6356 C ARG C 37 -36.289 8.004 -19.394 1.00 26.46 6 C "C 

ATOM 6357 O ARG C 37 -36.596 7.150 -20.217 1.00 24.42 8 C O 

ATOM 6358 CB ARG C 37 -37.825 8.765 -17.595 1.00 31.77 6 C C 

ATOM 6359 CG ARG C 37 -38.532 8.523 -16.277 1.00 37.81 6 C 'C 

ATOM 6360 CD ARG C 37 -39.934 9.142 -16.358 1.00 42.68 6 C C 

ATOM 6361 NE ARG C 37 -39.893 10.602 -16.246 1.00 46.44 7 C N 

ATOM 6362 CZ ARG C 37 -39.674 11.301 -15.128 1.00 48.01 6 C ■ "c 

ATOM ^363 HHI ARG C 37' -39.678 12.630 -15.163 1.00 48.56 7 C W 

ATOM 6364 MH2 ARG C 37 -39.4 62 10.687 -13.971 1.00 4 7.75 7 C N 

ATOM 6365 N ARG C 38 -35.604 9.069 -19.74 6 1.00 25.98 7 C "n 

ATOM 6366 CA ARG C 38 -35.193 9.312 -21.117 1.00 26.77 6 C C 

ATOM 6367 C ARG C 36 -34.324 8.152 -21.584 1.00 28.17 6 C C 

ATOM 6368 O ARG C 38 -34.519 7.649 -22.710 1.00 26.00 8 C 0 

atom' 6369 CB ARG C 38 -34.498 10.667 -21.257 1.00 28.28 6 C C 

ATOM 6370 CG ARG C 38 -35.382 11.892 -20.992 1.00 31.14 6 C C 

ATOM 6371 CO ARG C 38 -34.578 13:i84 -20.891 1.00 30.21 6 C C 

ATOM 6372 NE ARG C 38 -33.917 13.583 -22.128 1.00 33.03 7 C N 

ATOM 6373 CZ ARG C 38 -32.902 14.398 -22.368 1.00 32.68 6 C C 

ATOM 6374 • NHl ARG C 38 -32.464 14.644 -23.606 1.00 33.34 7 C N 

ATOM 6375 NH2 ARG C 38 -32.218 14.935 -21.366 1.00 32.29 7 C N 

ATOM 6376 N ARG C 39 -33.392 7.699 -20.719 1.00 25.15 7 C N 

ATOM 6377 CA ARG C 39 -32.460 6.657 -21.090 1.00 23.80 6 C 'c 

ATOM 6378 C ARG C 39 -33.133 5.350 -21.443 1.00 23.98 6 C C 

ATOM 6379 O ARG C 39 -32.627 4.513 -22.173 1.00 25.09 8 C O 

ATOM 6380 CB ARG C 39 -31.486 6.373 -19.39fe 1.00 22.36 6 C C 

ATOM 6381 CG ARG C 39 -30.223 5.629 -20.353 1.00 21.13 6 C C 

ATOM 6382 CP ARG C 39 -29.516 4.994 -19.109 1.00 21.69 6 C C 

ATOM 6383 NE AP.G C 39 -30.474 3.983 -18.652 1.00 20.54 7 C N 

ATOM 6384 CZ ARG C 39 -30.520 2.751 -19.126 1.00 21.37 6 C C 

ATOM 6385 WHl ARG C 39 -29.633 2.309 -19.995 1.00 21.38 7 C N 

ATOM 6386 WH2 ARG C 39 -31.433 1.880 -18.704 1.00 20.73 7 C W 

ATOM 6387 H GLH C 40 -34.302 5.117 -20.839 1.00 24.81 7 C W 

ATOM 6388 CA GLH C 40 -35.039 3.888 -21.056 1.00 26.17 6 C C 

ATOM 6369 C GLN C 40 -35.821 3.943 -22.372 l.QQ 27.90 6 C C 

ATOM 6390 O GLH c 40 -36.228 2.681 -22.833 1.00 29.23 8 C O 

ATOM 6391 CB GLN C 40 -36.030 3.667 -19.888 1.00 26.30 6 C C 
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ATOM 6633 CA MET C 74 -27.243 6.649 -5.579 1 . QQ 19.14 6 C C 

ATOM 6634 C MET C 74 -27.399 5.158 -5.896 1.00 20.05 6 C C 

ATOM 6635 0 MET C 74 -26.449 4 .528 -6.319 1.00 17.79 8 C O 

ATOM 6636 CB MET C 74 -27.298 7.409 -6.908 1.00 16.38 6 C C 

ATOM 6637 CG KET C 74 -27.266 8.903 -6.615 1.00 14.86 6 C C 

ATOM 6638 SE MET C 74 -27.332 9.923 -8.293 1.00 38.03 34 C SE 

ATOM 6639 CE2 MET C 74 -25.572 9.233 -8.987 1.00 17.52 6 C C 

ATOM 6640 N ASP C 75 -28.597 4.614 -5.697 1.00 22.43 7 C N 

ATOM 6641 CA ASP C 75 -28.966 3.249 -5.993 l.OQ 23.18 6 C C 

ATOM 6642 C ASP C 75 -30.113 .3.274 t:7.035 1.00 22.03 6 C C 

ATOM 6643 O ASP C 75 -30.934 4.175 -7.018 1.00 19.51 8 C 6 

ATOM 6644 CB ASP C 75 -29. 698 2.534 -4.846 1.00 25.78 6 C C 

ATOM 6645 CG ASP C 75 -28.871 2.299 -3.623 1.00 26.68 6 C C 

ATOM 6646 GDI ASP C -75 -27.649 2.520 -3.701 1.00 25.55 8 C O 

ATOM 6647 OD2 ASP C 75 -29.431 1.887 -2.581 l.OQ 26.51 8 0 6 

ATOM 6648 N VAL C -30.128 2.279 -7.893 1.00 20.94 7 C N 

ATOM 6649 CA VAL C 76 -31.169 1.992 -8.833 1.00 20.62 ^ C C 

ATOM 6650 C VAL C 76 -31.315 0.459 -8.804 1.00 21.35 6 C C 

ATOM 6651 O VAL C 76 -30.417 -0.300 -9.213 1.00 18.34 8 C 0 

ATOM 6652 CB VAL C 76 -30.961 2.423 -10.284 1.00 19.23 6 C C 

ATOM 6653 CGI VAL C 76 -32.143 1.973 -11.168 1.00 20.42 6 C C 

ATOM 6654 CG2 VAL C 76 -30.825 3-916 -10.381 1,00 20.71 ^ C C 

ATOM ^655 K ILE C 77 -5^.455 0.053 -8.294 1.00 21>&S 7 C N 

ATOM 6656 CA ILE C 77 -32.750 -1.376 -8.188 1.00 23.44 ^ C C 

ATOM ■ 6657 C ILE C 77 -32.975 -2.058 -9.528 1.00 24.07 6 C C 

ATOM 6658 O ILE C 77 -33.382 -1.436 -10.523 1.00 25.74 8 C 0 

ATOM 6659 CB ILE C 77 -34.051 -1.511 -7.329 1.00 24.98 6 C C 

ATOM 6660 CGlAILE C 77 -34.097 -2.947 -6.825 0.50 25. 47 6 C C 

ATOM 6661 CGIBILE C 77 -33.826 -1.056 -5.900 0.50 25.62 6 C C 

ATOM 6662 CG2AILE C 77 -35.297 -1.129 -8.098 0.50 23. 16 6 C C 

ATOM 6663 C62BILE C 77 -34.623 -2.912 -7.403 0.50 25.03 6 C C 

ATOM 6664 CDIAILE C 77 -35.24 6 -3.342 -5.942 0.50 25.93 6 C C 

ATOM 6665 CPIBILE C 77 -32.853 -1.894 -5.101 0.50 25.4 6 ^ C C 

ATOM 6666 M ASM C 78 -32.679 -3.363 -9.621 1.00 22.12 7 C W 

ATOM 6667 CA ASH C 78 -32.966 -4.135 -10.805 1.00 24.99 6 C C 

ATOM 6668 C ASM C 78 -34.201 -4.984 -10.482 1.00 26.72 6 C C 

ATOM 6669 O ASH C 78 -34.071 -6.015 -9.830 1.00 25.84 3 C O 

ATOM 6670 CB ASM C 78 -31.854 -5.097 -11.234 1.00 23.24 6 C C 

ATOM 6671 CG ASM C 78 -30.609 -4.385 -11.734 1.00 24.80 6 C C 

ATOM 6672 QDl ASN C 78 -30.732 -3.438 -12.517 1.00 23.32 8 C O 

ATOM 6673 WD2 ASN C U -i^,4^i^ -4.848 -11. 1.60 ^4.6^ 7 C « 

ATOM 6674 N LYS C -35.:Sgi -4.^61 -l6.944 1.60 30.75 7 C ~ 

ATOM 6675 CA LYS C 79 -36.572 -5.353 -10.723 1.00 35.36 6 C C 

ATOM 6676 C LYS C 79 -36.393 -6.751 -11.287 1.00 36.41 6 C C 

ATOM 6677 O LYS C 79 -36.781 -7.742 -10.641 1.00 39.41 8 C O 

ATOM 6678 CB LYS C 79 -37.754 -4.577 -11.309 1.00 38.59 6 C C 

ATOM 6679 CG LYS C 79 -38.192 -3.435 -10.396 1.00 42.29 6 C C 

ATOM 6680 CD LYS C 79 -39.632 -3.017 -10.710 1.00 45.33 6 C C 

ATOM 6681 CE LYS C 79 -39.822 -1.519 -10.434 1.00 46.61 6 C C 

ATOM 6682 KZ LYS C 79 -40.832 -1.014 -11.438 1.00 49.40 7 C 13 

ATOM 6683 K ASP C 80 -35.726 -6.910 -12.408 1.00 35.96 7 C W 

ATOM 6684 CA ASP C 80 -35.461 -8.204 -13.025 1.00 37.13 6 C C 

ATOM 6685 C ASP C 80 -34.725 -9.236 -12.187 1.00 36.34 6 C C 

ATOM 6686 O ASP C 80 -34.728 -10.417 -12.559 1.00 35.12 8 C 6 

ATOM 6687 CB ASP C 80 -34.645 -7.942 -14.323 1.00 37.18 6 C C 

ATOM 6688 CG ASP C 80 -34.902 -9.023 -15.362 1.00 38.57 6 C C 

ATOM 6689 ODl ASP C 80 -34.012 -9.365 -16.166 1.00 37.13 6 C 0 

ATOM 6690 0P2 ASP C 80 -36.036 -9.558 -15.371 1.00 38.49 8 C O 

ATOM 6691 W HIS C 81 -34.030 -8.833 -11.118 1.00 34. 8B 7 C N 

ATOM 6692 CA HIS C 81 -33.196 -9.700 -10.309 1.00 33.39 6 C C 

ATOM 6693 C HIS C 81 -33.965-10.8 55 -9.651 1.00 35.12 6 C C 

ATOM 6694 O HIS C 81 -33.437 -11.915 -9.295 1.00 31.43 8 C O 

ATOM 6695 CB HIS C 81 -32.451 -8.897 -9.225 1.00 29.30 6 C C 

ATOM 6696 CG HIS C 81 -31.527 -9.721 -8.389 1.00 27.12 6 0 C 

ATOM 6697 HPl HIS C 81 -30.417 -10.348 -8.912 1.00 26.36 7 0 M 

ATOM 6698 CD2 HIS C &1 -31.541 -10.051 -7.078 1.00 26.65 6 C C 

ATOM 6699 CEl HIS C 81 -29.793 -11.037 -7.975 1.00 26.98 6 C C 

ftTOM 6700 ME2 HIS C 81 -30.460 -10.866 -6.856 1.00 27.43 7 C N • 

ATOM 6701 N GLN C 82 -35.251 -10. 589 -9.461 1.00 36.89 7 C N 

ATOM 6702 CA GLH C 82 -36.149 -11.565 -8.877 1.00 40.72 6 C C 

ATOM 6703 C GLH C 62 -36.145 -12.842 -9.714 1.00 40.72 6 C c" 

ATOM 6704 O GLN C 82 -36.390 -13.938 -9.212 1.00 40.11 8 C O 

ATOM 6705 CB GLN C 82 -37.54 4 -10.933 -8.725 1.00 42.40 6 C C 

ATOM 6706 CG GLH C 82 -37.608 -9.766 -7.735 1.00 46.23 6 C C 

ATOM 6707 CP GLN C 82 -36.741 -9.992 -6.506 l.OQ 48.62 6 0 C 
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ATOM 7261 CD2 LEU C 150 -21.844 21.981 -16.523 1.00 25.65 6 C C 

ATOM '7262 N 7aA C 151 -2^.705 23.678 -14,895 1.00 20.88 V C N 

ATOM 72^3 CA ALA C l51 -27.874 24»^38 -14.841 1>00 21,43 6 C C 

ATOM 7264 C ALA C 151 -27.661 25.725 >13.902 l.OO 22,60 6 C 

ATOM 7265 O ALA C 151 -28.140 26,821 -14.210 1.00 22.87 8 C O 

• ATOM 7266 • CB ALA C 151 -29.157 23.802 -14.428 1.00 21.64 6 C "C 

ATOM 7267 N GLU C 152 -27.068 25,485 -12.742 1.00 21.81 7 C "n 

ATOM 7268 CA GLU C 152 -26.767 26,551 -11,796 1,00 22.04 6 C 

ATOM 7269 C GLU C 152 -25.782 27.531 -12,376 1.00 22,73 6 C "c 

ATOM 7270 O GLU C 152 -25.751 28.676 -11.912 1.00 22.04 8 C 

ATOM 7271 CB GLU C 152 -26.284 25.975 -10.456 -1.00 23.07 6 C C 

ATOM 7 272 CG GLU C 152 -27.415 25.226 -9.761 1.00 23.13 6 C C 

ATOM 7273 CD GLU C 152 -28.371 26.183 -9.052 1.00 26.79 6 C C 

ATOM 7274 OEl GLU C 152 -29.434 25.662 -8.635 1.00 27.99 8 C 

ATOM 7275 OE2 GLU C 152 -28.106 27.401 -8.884 1.00 26,79 _ 8 C ~0 

ATOM 7276 N LEU C 153 -25.017 27.169 -13.404 1.00 22.40 7 C N 

ATOM 7277 CA LEU C 153 -24.090 28.106 -14.000 1.00 22.64 6 0 

ATOM 7278 C LEU C 153 -24.583 28.655 -15.347 1.00 24.54 6 C ~ 

ATOM 7279 O LEU C 153 -23.779 29.099 -16.154 1.00 24.17 8 C ~0 

ATOM 7280 CB LEU C 153 -22.695 27.486 -14.145 1.00 25.54 6 C ~C 

ATOM 7281 CG LEU C 153 -22.118 26.972 -12.826 1.00 26,31 6 C ~ 

ATOM 7282 CDl LEU C 153 -20.851 26.178 -13.081 1.00 27.05 6 C C 

ATOM 7283 CD2 LEU C 153 -21.860 28,091 -11.838 1.00 26.25 6 C C 

ATOM 7284 N ASP C 154 -25.670 28.610 -15.590 1.00 24.92 7 C "n 

ATOM 7285 CA ASP C 154 -26,556 29.137 -16;750 1.00 28.38 6 C ~ 

ATOM 7286 C ASP C 154 -26.175 28.428 -18.047 1.00 28.04 6 C C 

ATOM 7287 O ASP C 154 -26.082 29.084 -19.097 1.00 30.30 8- C "15 

ATOM 7288 CB ASP C 154 -26.247 30.653 -16.840 1.00 30.07 6 C "C 

. ATOM 7289 CG ASP C 154 -26.672 31.344 -15,532 1,00 34.31 6 C C 

ATOM itSt) ODl ASP C 154 -27.888 31.348 -15.288 1.00 34.56 8 C ~ 

ATOM 7291 0D2 ASP C 154 -25.764 31.783 -14.790 1.00 37.10 6 C O 

ATOM 7292 N MET C 155 -25.863 27.149 -18.012 1.00 25.95 7 C N 

ATOM 7293 CA MET C 155 -25.529 26.417 -19.238 1.00 25.61 6 C ~ 

ATOM 7294 C MET C 155 -26.694 25.479 -19.573 1.00 26.46 6 C C 

ATOM 7295 O MET C 155 -27.509 25.205 -18.695 1.00 24.84 B C "O 

ATOM 7296 CB MET C 155 -24.235 25.661 -19.013 1.00 25.07 6 C C 

ATOM 7297 CG MET C 155 -23.099 26.614 -18.694 1.00 24.71 6 C C 

ATOM 7298 SE MET C 155 -21.444 25.523 -18.105 1.00 45.37 34 C SE 

ATOM 7299 CE2 MET C 155 -20.958 24.543 -19.516 1.00 36.01 6 C C 

ATOM 7300 N GLU C 156 -26.714 25.008 -20.803 1.00 25.75 7 C N 

ATOM 7301 CA GLU C 156 -27.762 24 . 172 -21.341 1.00 25.27 6 C C 

ATOM 7302 C GLU C 156 -27.173 23.044 -22.178 1.00 22.44 6 C C 

ATOM 7303 O GLU C 156 -26.142 23.238 -22,809 1.00 21.03 8 C O 

ATOM 7304 CB GLU C 156 -28.643 25,038 -22.246 1,00 28.62 6 C C * 

ATOM 7305 CG GLU C 156 -29.449 26.083 -21.470 1.00 32.66 6 C C 

ATOM 736d CD GLU C 156 -30.377 26.797 -22.453 1.00 36.68 6 C "C 

ATOM 7307 OEl GLU C 156 -29.889 27.635 -23.229 1.00 30.92 8 C O 

ATOM 7308 OE2 GLU C 156 -31,593 26.542 -22.467 1.00 38,40 8 C O 

ATOM 7309 N ILE C 157 -27.821 21,897 -22.190 1.00 20.89 7 C N 

ATOM 7310 CA ILE C 157 -27.270 20.788 -22.957 1.00 21.76 6 C ~C 

ATOM 7311 C ILE C 157 -28.397 20.038 -23.642 1.00 21.18 6 C C 

ATOM 73i2 O ILE C -29.525 ^6.030 -^3.188 1.00 20.24 8 C O 

ATOM 7313 CB ILE C ISl -»^.360 1^.^07 -^2.0^7 1.60 21.13 6 C C 

ATOM 7314 CGI ILE C 157 -25.651 18.826 -22.863 1.00 21.25 6 C "C 

ATOM 7315 CG2 ILE C 157 -27.209 19,387 -20.878 1.00 20.03 6 C 

ATOM 731^ CDl ILE C 157 -24.585 18.070 -22.039 1.00 22.04 6 C "C 

ATOM 7317 N ALA C 158 -28.088 19.428 -24.782 1.00 19.94 7 C ~N 

ATOM 7318 CA ALA C 158 -29.082 18. 616 -25.479 1.00 21,40 6 C ""C 

ATOM 1319 C ALA C 158 -28.366 17.579 -26,333 1.00 22.29 6 C 

ATOM 7320 O ALA C 158 -27.181 17.724 -26.600 1.00 23.19 8 C O 

ATOM 7321 CB ALA C 158 -29.966 19.478 -26.381 1.00 21,13 6 C 

ATOM 7322 N ASM C 159 -29.151 16.632 -26,839 1.00 22.16 7 C N 

ATOM 7323 CA ASM C 159 -28.572 15. 647 -27,743 1.00 23.45 6 C C 

ATOM 7324 C ASW C 159 -29.642 15.294 -28.774 1.00 23.47 6 C T 

ATOM 7325 O ASM C 15^ -30.832 15.309 -28.468 1.00 23.16 8 C O 

ATOM ii^^ CB ASH C IS^ -28.087 14.415 -26.972 1.00 22.09 6 C C 

ATOM 7327 CG ASN C 159 -29.189 13.432 -26,647 1.00 23.30 6 C T 

ATOM 7328 ODl ASH C 159 -29.501 12.523 -27.428 1.00 23.07 8 C 0 

ATOM 7329 ND2 ASH C 159 -29.853 13.541 -25.485 1.00 23.03 7 C N 

ATOM 7330 N HIS C 160 -29.247 14.897 -29.960 1.00 22.09 7 C 1? 

ATOM 7331 CA HIS C 160 -30.228 14.503 -30.986 l.QO 22.84 6 0 C 

ATOM 7332 C HIS C 160 ■ -29.507 13.547 -31,918 1,00 22.59 6 C C 

ATOM 7333 O HIS C 160 -28.274 13.630 -31.999 l.QO 21.19 8 C 0 

ATOM 7334 CB HIS C 160 -30.788 15.698 -31.745 1.00 19.37 6 C T 

ATOM 7335 CG HIS C 160 -29.765 16.575 -32.400 1 . 00 21.61 6 C "T 

ATOM 733^ WDl HIS C 160 -29.890 16.987 -33.725 l.QO 21.34 7 C N 

ATOM 7337 CD2 HIS C 150 -28.648 17.188 -31.938 1.00 20.72 6 C "c 

ATOM 7338 CEl HIS C 160 -28.891 17.794 -34.035 1.00 19.69 6 C C 

ATOM 7339 NE2 HIS C 160 . -28,091 17.914 -32.977 1.00 19.19 7 C N 
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ATOM 7340 W VAL C 161 -30.292 12.770 -32.649 1.00 21,23 7 C N 

ATOM" 7341 CA VAL C 161 -29.744 11.818 -33.579 1.00 22.53 6 C C 

ATOM 7342 C VAL C 161 -29.564 12.532 -34.921 1.00 23.06 6 C C 

ATOM 7343 O VAL C 161 -30.515 13.173 -35.407 1.00 20.77 . 8 C 0 

ATOM" 7:^44 CB VAL C 161 -30.702 10.619 -33.687 1.00 23.82 6 C C 

ATOM 7345 CGI VAL C 161 -30.279 9.745 -34.886 1.00 25.63 6- C ~ 

ATOM 73T6 CG2 VAL C 161 -30 . 774 9.797 -32.4^5 1.00 22.64 6 C C 

ATOM 7347 N VAL C 162 -28.392 12.416 -35.537 1.00 20.31 7 C ~ 

ATOM 7348 CA VAL C 162 -28.130 13.078 -36.786 1.00 21.83 6 C C 

ATOM 7349 C VAL C 162 -27.863 12.104 -37.926 1.00 22.01 6 C C 

ATOM 7350 O VAL C 162 -27.944 12.552 -39.059 1.00 20.84 8 C O 

ATOM 7351 CB VAL C 162 -26.983 14.113 -36.725 1.00 22.84 6 C C 

ATOM 7352 CGI VAL C 162 -27.415 15.226 -35.767 1.00 22.11 6 0 C 

ATOM 7353 CG2 VAL C 162 -25.654 13.4 68 -36.333 1.00 20.17 6. C C 

ATOM 7354 M VAL C 163 -27.663 10.841 -37.574 1.00 19.93 7 C ^ 

ATOM 7355 CA VAIi C 163 -27.523 9.760 -38.536 1.00 20.77 6 0 C 

ATOM 7356 C VAL C 163 -28.112 8.486 -37.894 1.00 21.94 6 C "~C 

ATOM 7357 0 VAL C 163 -27.752 8.153 -36.776 1.00 20.49 8 C 0 

ATOM 7358 CB VAL C 163 -26.079 9.434 -38.905 1.00 21.74 6 C C 

ATOM 7359 CGI VAL C 163 -26.088 8.286 -39.925 1.00 20.14 6 C C 

ATOM 7360 CG2 VAL C 163 -25.344 10.656 -39.452 1.00 20.85 6 C C 

ATOM 7361 N PHE C 164 -29.084 7.863 -38.528 1.00 22.28 7 C W 

ATOM 7362 CA PHE C 164 -29.761 6.706 -37.955 1.00 21.26 6 0 C 

ATOM 7363 C PHE C 164 -29.672 5.553 -38.952 1.00 22,86 6 C C 

ATOM 7364 O PHE C 164 -30.415 5.455 -39.941 1.00 20.73 8 C 0 

ATOM 7365 CB PHE C 164 -31.225 6.990 -37.646 1.00 21.22 6 C C 

ATOM 73^^ CG PHE C 164 -31.761 €.250 -36.449 1.00 19.95 6 0 C 

ATOM 7367 CDl PHE C 164 -32.538 6.894 -35.514 1.00 19.55 6 C ~ 

ATOM 7368 CD2 PHE C 164 -31.434 4.913 -36.239 1.00 18.47 6 C C 

I ATOM 7369 CEl PHE C 164 -33.034 6.218 -34.406 l.OQ 19.08 6 C C 

ATOM 7370 CE2 PHE C 164 -31.902 4.234 -35.132 1.00 21.87 6 C C 

\ ATOM 7371 CZ PHE C 164 -32.717 4.889 -34.194 1.00 20.52 6 C C 

ATOM 7372 N GLY C 165 -28.720 4.670 -38.681 1.00 24.55 7 C ~ 

ATOM 7373 CA GLY C 165 -28.498 3.476 -39.511 1.00 24.99 6 C C 

ATOM 7374 C GLY C 165 -28.259 3.928 -40.957 1.00 25.74 6 C C 

ATOM 7375 O GLY C 165 -28.743 3.288 -41.911 1.00 26.01 8 C ~ 

ATOM 7376 N GLY C 166 -27.478 4.963 -41.103 1.00 24.56 7 C N 

ATOM 7377 CA GLY C 166- -27.127 5.466 -42.434 1.00 26.53 6 C C 

ATOM 7378 C GLY C 166 -28.061 6.524 -42.993 1.00 26.19 6 C C 

ATOM 7379 O GLY C 166 -27.735 7.148 -44.004 1.00 24.90 8 C 0 

ATO M 7380 N LYS C 167 -29.200 6.776 -42.370 1.00 26.41 7 C N 

ATOM 7381 CA LYS C 167 -36.0^6 7.852 -42.869 1.00 27.07 6 C C 

ATOM 7382 C LYS C 167 -29.679 9.175 -42.223 1.00 27.13 6 C C 

ATOM 7383 O LYS C 167 -29.854 9.342 -41.004 1.00 27.43 8 C O 

ATOM 7384 CB LYS C 167 -31.552 7.468 -42.592 1.00 24.89 6 C C 

ATOM 7385 CG LYS C 167 -32.071 6.278 -43.452 1.00 24.24 6 C C 

ATOM 7386 CD LYS C 167 -33.390 5.723 -42.901 1.00 27.86 6 C C 

ATOM 7387 CE LYS C 167 -33.942 4.569 -43.779 1.00 27.63 6 C C 

ATOM 7388 NZ LYS C 167 -34.100 5.018 -45.197 1.00 29.12 7 C H 

ATOM 7389 N GLU C 168 -29.122 10.102 -42.981 1.00 27.01 7 C H 

ATOM 7390 CA GLU C 168 -23.641 11.362 -42.424 1.00 27.67 6 C C 

ATOM 7391 C GLU C 168 -29.821 12.323 -42.273 1.00 30.12 6 C C 

ATOM 7392 O GLU C 168 -30.634 12.496 -43.199 1.00 26.40 8 C 0 

ATOM 73^3 CB GLU C 168 -27.519 11.958 -43.256 1.00 29.39 6 C C 

ATOM 7394 CG GLU C 168 -26.279 11.096 -43.414 1.00 33.02 6 C C 

ATOM 7395 CD GLU C 168 -25.170 11.640 -44.282 1.00 35.88 6 C C 

ATOM 7396 OEl GLU C 168 -23.969 11.488 -43.953 1.00 35.60 8 C 0 

ATOM 73^7 0E2 GLU C 168 -25.429 12.244 -45.346 1.00 37.81 8 C 6 

ATOM 7398 H IhZ C 169 -29.922 12.908 -41.101 1.00 30.38 7 C W 

ATOM 7399 CA ILB C 169 -30.943 13.831 -40.709 1.00 33.08 6 0 C 

ATOM 7400 C ILB C 169 -30.505 15.251 -41.046 1.00 33.73 6 0 C 

ATOM 7401 0 ILE C 169 -29.426 15.746 -40.839 1.00 34.14 8 C O 

ATOM 7402 CB ILE C 169 -31.343 13.794 -39.220 . 1.00 32.14 6 C C 

ATOM 7403 CGI ILE C 169 -31.756 12.405 -38.782 l.QQ 34.24 6 C C 

ATOM 7404 CG2 ILE C 169 -32.469 14.791 -38.965 1.00 34.39 6 C ~ 

ATOM 7405 CDl ILE C 169 -32.635 11.617 -39.733 1.00 34.51 6 C ~ 

ATOM 7406 H ASP C 170 -31.449 15.939 -41.641 1.00 33.77 7 0 M 

ATOM 7407 CA ASP C 170 -31.281 17.279 -42.175 1.00 37.89 6 C ~ 

ATOM 7408 C ASP C 170 -31.623 18.283 -41.093 1.00 36.83 6 C C 

ATOM 7409 0 ASP C 170 -32.791 18.476 -40.746 '1.00 37.44 8 C ~ 

ATOM 7410 CB ASP C 170 -32.136 17.310 -43.462 l.OQ 41.49 6 0 C 

ATOM 7411 CG AASP C 170 -31.301 18.100 -44.471 0.50 42.82 6 C ~ 

ATOM 7412 CG BASP C 170 -32.949 16.002 -43.556 0.50 41.57 6 0 C 

ATOM 7413 0D2AASP C 170 -31.667 19.015 -45.098 0.50 43.33 8 C 0 

ATOM 7414 0D2BASP C 170 -34.097 15.828 -43.121 0.50 40.31 8 0 O 

ATOM 7415 OPIAASP C 170 -30.093 17.784 -44.592 D.50 43.57 8 0 0 

ATOM 7416 ODIBASF C 170 -32.360 15.019 -44.077 0.50 43.16 8 C ~ 

ATOM 7417 N VAL C 171 -30.578 18.769 -40.446 1.00 33.68 7 C N 

ATOM 7418 CA VAL C 171 -30.788 19.665 -39.295 1.00 33.67 6 0 0 
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ATOM 7735 NHl ARG C 209 -42, 497 -4.693 -40.274 1,00 52.51 7 C N 

ATOM 7736 NH2 ARG C 209 -41.542 -3.441 -41.917 1.00 52.70 7 C W 

ATOM 7737 M ASP C 210 -35,849 ~8.08Q -40. 544 1.00 50.19 7 C N 

ATOM 7738 CA ASP C 210 -34.641 -8.656 -41.104 1.00 48.81 6 C c" 

ATOM 7739 C ASP C 210 -33.736 -9.369 -40.121 1.00 4 6.32 6 C C 

ATOM 7740 O ASP C 210 -32.731 -9. 929 -40.604 1.00 46.16 8 C 0 

ATOM 7741 CB ASP C 210 -33.788 -7. 611 -41.643 1.00 49.89 6 C C 

ATOM 7742 CG ASP C 210 -34.572 -7.191 -43«070 l.OQ 51.33 6 C C 

ATOM 7743 ODl ASP C 210 -34.369 -6.049 -43.519 1.00 52.36 8 C 0 

ATOM 7744 0D2 ASP C 210 -35.401 -8.013 -43.499 1.00 52.42 8 C O 

ATOM 7745 M GLV C 211 -33.978 -9.258 -38.835 1 . 00 43.25 7 C N 

ATOM 7746 CA GL1 C 211 -33.212 -9.831 -37.775 1.00 40.15 6 C C 

ATOM 7747 C GLY C 211 -31.845 -9.237 -37.435 1.00 39.47 6 C C 

ATOM 7748 O GLY C 211 -30.939 -9.825 -36.856 1.00 36.62 8 C O 

ATOM 7749 N ASP C 212 -31.633 -8.003 -37,853 1.00 37.90 7 C N 

ATOM 7750 CA ASP C 212 -30.353 -7.317 -37.768 1.00 34.83 6 C C 

ATOM 7751 C ASP C 212 -30.405 -6.179 -36.768 1.00 33.51 6 C C 

ATOM 7752 0 ASP C 212 -31.368 -6.113 -35.993 1.00 33.29 8 C O 

ATOM 7753 CB ASP C 212 -30.139 -6.806 -39.187 l.OQ 35.65 6 C C 

AT^ 7754 CG ASP C 212 -28.663 -6. 753 -39.576 1.00 36.85 6 C C 

PiTOH 7755 OPl ASP C 212 -28.462 -7.022 -40.778 1.00 35.13 8 C O 

ATOM 7756 QP2 ASP C 212 -27.827 -6.445 -38.700 1.00 34.31 8 C O 

ATOM 7757 N THR C 213 -29.404 -5.300 -36.811 1.00 29.37 7 C N 

AT^ 7758 CA THR C 213 -29.398 -4.166 -aS.BSS 1.00 25,75 6 C C 

Af^ 11fe9 C THR C 213 -28.810 -2.976 -36.597 1.00 25.15 6 C C 

ATOM 7760 0 THR C 213 -28.187 -3.142 -37.654 1.00 25.32 8 C ' 0 

ATOM 7761 CB THR C 213 -28.576 -4.457 -34.588 1.00 24.39 6 C C 

ATOM 7762 OGl THR C 213 -27.209 -4 .740 -34.901 1.00 23.61 8 C O 

ATOM 7763 CG2 THR C 213 -29.089 -5.672 -33.832 1.00 21.71 6 C C 

ATOM 77 64 H ILE C 214 -28.980 -1.771 -36.052 1.00 25.90 7 C N 

ATOM 7765 CA ILE C 214 -28,404 -0.567 -36.640 1.00 24.09 6 C C 

ATOM 7766 C ILE C 214 -27.966 0,343 -35.483 l.OQ 23.90 6 C C 

ATOM 7767 O ILE C 214 -28.461 0,358 -34.363 1,00 20,18 8 C O 

ATOM 7768 CB ILE C 214 -29,374 0.203 -37.566 1.00 23,72 6 C C 

ATOTl 7769 CGI ILE C 214 -30.744 0.420 -36.880 1.00 24,50 ^ C C 

ATOM 7770 CG2 ILE C 214 -29.567 -0.544 -38.862 1.00 23.86 6 C C 

ATOM 7771 CDl ILE C 214 -31.585 1.518 -37.556 1.00 24.05 ^ C C 

ATOM 7772 N GLY C 215 -26.965 1.147 -35.789 1.00 23.79 7 C N 

ATOM 7773 CA GLY C 215 -26.427 2,146 -34.876 1.00 21,75 6 C C 

ATOM 7774 C GLY C 215 -26,715 3.517 -35.474 1.00 21.75 6 C C 

ATOM 7775 0 GLY C 215 -27.723 3.695 -3^.196 i. 00 19.^6 8 C O 

ATOM 7776 W GLY C 216 -25,725 4.414 -35.367 1.00 18. ^^5 7 C M 

ATOM 7777 CA GLY C 216 -25.915 5.760 -35.879 1.00 20.06 6 C C 

ATOM 7778 C GLY C 216 -24.879 6.735 -35.292 1.00 22.09 6 C C 

ATOM 7779 O GLY C 216 -23.849 6.327 -34.708 1.00 20.42 8 C 6 

ATOM 7780 N VAL C 217 -25.242 7.997 -35.450 1,00 20.73 7 C K 

ATOM 7781 CA VAL C 317 -24.411 9,094 -34.976 1.00 20.90 6 C C 

ATOM 7782 C VAL C 217 -25.270 10.048 -34.173 l.OQ 22.49 6 C C 

ATOM 7783 O VAL C 217 -26.278 10.576 -34,661 1,00 23,28 8 C " O 

ATOM 7784 CB VAL C 217 -23.733 9.873 -36.127 1,00 21.47 6 C C 

AT^ 7785 CGI VAL C 217 -22.884 11.022 -35,605 1,00 19.27 ^ C C 

ATOM 7786 CG2 VAL C 217 -22,859 8.864 -36,867 1.00 20.32 6 C C 

ATOM 7787 N VAL C 218 -24.830 10.290 -32.924 1.00 20.99 7 C N 

ATOM 7788 CA VAL C 218 -25.507 11.164 -32.035 1.00 19.74 6 C C 

ATOM 7789 C VAL C 218 -24.634 12.414 -31.823 1.00 22.13 6 C C 

ATOM 7790 O VAL C 218 -23.421 12.318 -31.839 1.00 19.98 8 0 O 

ATOM 7791 CB VAL C 216 -25,927 10.510 -30.725 1.00 21.20 6 C C 

ATOM 7792 CGlAVAL C 218 -25.976 11.415 -29.512 0.50 22.21 6 C C 

ATOM 7793 CGIBVAL C 218 -27.078 9.547 -30.976 0.50 20.11 6 C C 

ATOM 7794 CG2AVAL C 218 -27.322 9.895 -30.935 0.50 20.07 ^ C C 

ATOM 7795 CG2BVAL C 218 -24.735 9.840 -30.055 0.50 18.87 6 C C 

ATOM 7796 W GLD C 219 -25.334 13.551 -31.670 1.00 20.05 7 C N 

ATOM 7797 CA GLU C 219 ' -24. 661 14.812 -31.488 1.00 19.25 6 C C 

ATOM 7798 C GLO C 219 -25.052 15.442 -30.161 1.00 19.29 6 C C 

ATOM 7799 0 GLU C 219 -26.259 15. 578 -29.956 1.00 21.30 8 C O 

ATOM 7800 CB GLU C 219 -25,067 15.776 -32, 636 1,00 19.46 6 C C 

ATOM 7801 CG GLU C 219 -24.403 17.125 -32.497 1,00 22.63 6 C C 

ATOM 7802 CD GLU C 219 -24.555 17,992 -33.738 1.00 24.16 6 C C 

ATOM 7803 OEl GLU C 219 -25.364 18.920 -33.669 1.00 23.78 8 C O 

■ ATOM 7804 0B2 GLU C 219 -23.887 17.830 -34.761 1.00 23.10 6 0 O 

ATOM 7805 W THR C 220 -24.106 15.929 -29.388 1.00 18.08 7 0 W 

ATOM 7806 CA THR C 220 -24.441 16.605 -28.116 1.00 20.10 6 C C 

ATOM 7807 C THR C 220 -24.029 18.063 -28.272 1,00 17.24 6 C C 

ATOM 7808 0 THR C 220 -22.927 18.298 -28.828 1.00 19.29 8 C 0 

ATOM 7809 CB THR C 220 -23,651 15,979 -26.945 1.00 18.56 6 C C 

ATOM 7810 OGl THR C 220 -24,100 14 . 6l7 -^6.746 1.00 18,66 8 C 6 

ATOM 7811 CG2 THR C 220 -23.824 16.711 -25.623 1.00 18.93 6 C C 

ATOM 7812 M VAL C 221 -24.853 18.979 -27.820 1.00 16.50 7 C N 

ATOM 7813 CA VAL C 221 -24.538 20.412 -27.950 1.00 17.83 6 C C 
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RTOM 7893 CB VAL C 233 0»25l 24.222 -20.569 1.00 17.77 6 C C 

RTOM 7894 CGI VftL C 233' -0.159 25.678 -20.859 1.00 19.04 6 C C 

ATOM 7895 CG2 VftL C 233 -0.537 23.727 -19.370 1.00 15.98 6 C C 

ATOM 7896 N GLN C 234 -0.298 21.017 -21.638 1.00 16.94 7 c N 

ATOM 7897 CA GLN C 234 0»085 19.604 -21.599 1.00 15.94 6 C C 

ATOM 7898 C GtH C 234 -1.023 18.830 -22.304 1.00 18.22 6 C C 

ATOM 7899 0 GIiN C 234 -2.222 19.194 -22.149 1,00 16.88 8 C 6 

ATOM 7900 CB GLN C 234 0.362 19.178 -20.153 1.00 16.17 6 C C 

ATOM 7901 CG GLN C 234 1.111 17.858 -20.003 1.00 15.25 6 C C" 

ATOM 7902 CD GLN C 234 2.594 17.924 -20.317 1.00 17.16 6 C C" 

ATOM 7903 OEl GLH C 234 3.251 16.874 -20.375 1.00 14.62 8 C O 

ATOM 7904 ME2 GLN C 234 3.127 19.122 -20.4 90 1.00 12.81 7 C W 

ATOM 7905 N TRP C 235 -0.670 17.737 -23.005 1.00 15.25 7 C H 

ATOM 7906 CA TRP C 235 -1.696 17.061 -23.615 1.00 17.39 6 C C 

ATOM 7907 C TRP C 235 -2.904 16.596 -23.029 1.00 18.42 6 C C 

ATOM 7908 0 TRP C 235 -4.059 16.642 -23.517 1.00 14.83 8 C O 

ATOM 7909 CB TRP C 235 -1.096 15.833 -24.549 1.00 16. 96 6 C C 

ATOM 7910 CG TRP C 235 -0.701 14.740 -23.569 1.00 18.59 6 C C 

ATOM 7911 CDl TRP C 235 0.471 14.696 -22.866 1.00 17.08 6 C C 

ATOM 7912 CD2 TRP C 235 -1.454 13.583 -23.196 1.00 18.73 6 C C 

ATOM 7913 NEl TRP C 235 9'^52 13.605 -22.050 1.00 19.02 7 C N 

ATOM 7914 CE2 TRP C 235 -0.715 12.897 -22.209 1.00 18.39 6 C C 

ATOM 7915 CE3 TRP C 235 -2.701 13.055 -23.593 1.00 18.20 6 C C 

ATOM 7916 CZ2 TRP C 23^ -l.lO^ 11.6^7 -21.671 1.00 17.23 6 C C 

ATOM ^917 CZ3 TRP C 235 -3.146 11.893 -23.006 1.00 19. 03 6 C C 

ATOM 7918 CH2 TRP C 235 -2.351 11.212 -22.024 1.00 19.48 6 C C 

ATOM 7919 N ASP C 236 -2.634 16.051 -21.840 1.00 16.82 7 C N 

ATOM 7920 CA ASP C 2 36 -3.745 15.495 -21.060 1.00 18.29 6 C C 

ATOM 7921 C ASP C 236 -4.559 16.559 -20.328 l.OQ 20.07 6 C C 

ATOM 7922 0 ASP C 236 -5.393 16.211 -19.479 1.00 19.11 8 C O 

ATOM 7923 CB ASP C 236 -3.287 14.468 -20.002 1.00 18.76 6 C C 

ATOM 7924 CG ASP C 236 -2.205 15.008 -19.115 1.00 20.38 6 C C 

ATOM 7925 ODl ASP C 236 -1.793 16.184 -19.170 1.00 20.17 8 C O 

ATOM 7926 0D2 ASP C 236 -1.675 14.222 -18.288 1.00 23.20 8 C O 

ATOM 7927 N ARG C 237 -4.346 17.829 -20.617 1.00 19.35 7 C N 

ATOM 7928 CA AR6 C 237 -5.183 18.866 -19.996 1.00 18. 66 6 C C 

ATOM 7929 C ARG C 237 -6.179 19.372 -21.043 1.00 16.82 6 C C 

ATOM 7930 0 ARG C 237 -6.991 20.265 -20.757 1.00 16.85 8 C O 

ATOM 7931 CB ARG C 237 -4.298 20.039 -19.498 1.00 18.68 6 C C 

ATOM 7932 CG ARG C 237 -3.534 19.513 -18.271 1.00 20.46 6 C C 

ATOM 7933 CD ARG C 237 -2.821 20.477 -17.406 1.00 23.04 6 C C 

ATOM 7934 NE ARG C 237 -3.661 21.577 -16.986 1.00 26.25 7 C N 

ATOM 7935 CZ ARG C 237 -3.225 22.790 -16.657 1.00 25.82 6 0 C 

ATOM 7936 NHl ARG C 237 -4.139 23.697 -16.321 1.00 28.11 7 C N 

ATOM 7937 NH2 ARG C 237 -1.942 23.069 -16.614 1.00 24.22 7 C N 

ATOM 7938 N LYS C 238. -6.085 18.875 -22.276 1.00 15.33 7 C N 

ATOM 7939 CA LYS C 238 -6.960 19.370 -23.359 1.00 14.28 6 C C 

ATOM 7940 C LYS C 238 -8.383 18.886 -23,112 1.00 17.43 6 C C 

ATOM 7941 O LYS C 238 -8.651 17. 693 -22.927 1.00 15.19 8 C Q 

ATOM 7942 CB LYS C 238 -6.406 18.946 -24.718 1.00 15.87 6 C. C 

ATOM 7943 CG LYS C 238 -5.098 19.687 -25.004 l.OQ 16.72 6 C C 

ATOM 7944 CD LYS C 238 -4.481 19.236 -26.355 1.00 18.37 6 C C 

ATOM 7945 CE LYS C 238 -3.163 20.084 -26.489 1.00 22.30 6 C C 

ATOM 7946 NZ LYS C 238 -2.593 19.855 -27.858 l.OQ 21.81 7 0 N 

ATOM 7947 N LEO C 239 -9.381 19.793 -23.151 1.00 18.85 7 0 N 

ATOM 7948 CA LEU C 239 -10.748 19.356 -22.810 1.00 18.15 6 C C 

ATOM 7949 C LEU C 239 -11.437 18.571 -23.924 1.00 18.28 6 C C 

ATOM 7950 0 LEU C 239 -12.198 17.656 -23.628 1.00 18.33 8 C O 

ATOM 7951 CB LEU C 239 -11.628 20.541 -22.423 1.00 16.23 6 0 C 

ATOM 7952 CG LEU C 239 -13.090 20.239 -22.027 1.00 16.72 ^ C C 

ATOM 7953 CDl LEO C 239 . -13.216 19.199 -20.944 1.00 16.89 ^ C C 

ATOM 7954 CD2 LEU C 239 -13.739 21.587 -21.638 1.00 17.07 6 C C 

ATOM 7955 N ASP C 240 -11.122 18.911 -25.177 1.00 18.29 7 C N 

ATOM 7956 CA ASP C 240 -11.722 18.119 -26.267 1.00 19.78 6 C C 

ATOM 7957 C ASPC 240. -11.258 16.662 -26.081 1.00 IB. 45 6 C C" 

ATOM 7 958 0 ASP C 240 -11.995 15.708 -26.240 1.00 16.96 8 C 0 

ATOM 7959 CB ASP C 240 -11.357 18.636 -27.650 1.00 19.05 6 C C 

ATOM 7960 CG ASP C 240 -9.936 19.017 -27.940 1.00 21.08 6 C C 

ATOM 7961 ODl ASP C 240 -9.094 19.039 -26.998 1.00 20.08 9 C O 

ATOM 7962 0D2 ASF C 240 -9.582 19.301 -29.136 1.00 19.77 8 C Q 

ATOM 7963 N ALA C 241 -9.993 16.542 -25.726 1.00 16.14 7 C N 

ATOM 7964 CA ALA C 241 -9.403 15.195 -25.587 1,00 17.98 6 C C 

ATOM 7965 C ALA C 241 -9. 994 14.442 -24.416 1.00 17.01 6 C C 

ATOM 7966 0 ALA C 241 -10.296 13.244 -24.548 1.00 17.68 8 C Q 

ATOM 7967 CB ALA C 241 -7.902 15.271 -25.520 1.00 18.32 6 C c' 

ATOM 7968 N ARG C 242 -10.231 15.147 -23.308 1.00 17.57 7 C M 

ATOM 7969 CA ARG C 242 -10.890 14.483 -22.182 1.00 18.64 6 C C 

ATOM 7970 C ARG C 242 -12.286 14.028 -22.636 1.00 17.42 6 C C 

ATOM 7971 0 ARG C 242 -12.716 12.941 -22.221 1.00 17.48 8 C O 
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-20.331 


0, 467 


-27.284 


1,00 


20.53 


7 


c 


N 


ATOM 


" 8043 


CA 


ALA 


c 


252 


-20.686 


0. 453 


-28. 696 


1.00 


21.34 


6 


c 


c 


ATOM 


8044 


C 


ALA 


c 


252 


-20.215 


1. 673 


-29.452 


1.00 


22.29 


6 


c 


c 


ATOM 


8045 


0 


ALA 


c 


252 


-20.318 


1. 661 


-30. 688 


1.00 


20.42 


8 


c 


0 


ATOM 


8046 


CB 


ALA 


c 


252 


-22. 175 


0. 161 


-28.966 


1.00 


19.97 


■■ 6- 


c 


c 


ATOM 


' 8047 


H 


PHE 


c 


253 


-19.604 


2. 675 


-28.782 


1,00 


20.69 


7 


c 


N 


ATOM 


8048 


CA 


PHE 


c 


253 


-19.097 


3.816 


-29.525 


1,00 


19.75 


6 


c 


c 


ATOM 


804 9 


C 


PHE 


c 


253 


-17.727 


3.479 


-30.131 


1.00 19.72 


6 


c 


C 


ATOM 


' 8050 


O 


PHE 


c 


253 


-16.765 


2.94^ 


-29.552 


l.OO 


17.86 


8" 


c 


0 
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ATOM 


8051 


CB 


PHE C £0J 


-19. 097 


5 . 124 


-iso . / 


1 . Uv 


1 Q fiA 


6 


C 


c 


ATOM 


8052 


CG 


PHE C 253 


-20 , 464 


5.754 


-28 . 532 


1 . 00 


20 . 55 


6 


C 


c 


ATOM 


8053 


CDl 


. PHE C 253 


-21 , 526 


5 . 066 


-28 . 012 


1 . 00 


19 , 27 


6 


c 


c 


ATOM 


8054 


C02 


: PHE C 253 


-20 . o59 


7 . 100 


-28 . 871 


1 . 00 


19 . 89 


6 


c 


c 


ATOM 


8055 


CEl 


PHE C 253 


-22,765 


5. 676 


-27 . 814 


1 . 00 


20 . 54 • 


6 


c 


c 


ATOM 


8056 


CE2 


PHE C 253 


-21 . 868 


7 . 723 


-28 . 692 


1 . 00 


19. 60 


6 


C 


c 


ATOM 


8057 


CZ 


PHE C 253 


-22 . 949 


7 . 014 


-28 . 169 


1 . 00 


20 , 90 


6 


C 


c 


ATOM 


8058 


N 


LYS C 254 


-17. 572 


3.817 


-31 . 393 


1 . 00 


17 . 06 


7 


c 


M 


ATOM 


8059 


CA 


LYS C 254 


-16. 315 


3. 4 97 


-32 . 120 


1 . 00 


17 . 32 


6 


c 


c 


ATOM 


8060 


C 


LYS C 254 


-15 . 644 


4 .750 


-32 . 609 


1 . 00 


15.71 


^ 


c 


c 


ATOM 


8061 


0 


LYS 0254 


-14 . 708 


4 . 723 


-33. 425 


1 . 00 


17 . 86 . 


8 


C 


o 


ATOM 


8062 


CB 


LYS C 254 


-16.710 


2 . 566 


-33: 325 


1.00 


16. 23 


6 


C 


c 


ATOM 


8063 


CG 


LYS C 254 


-17 . 288 


1.245 


-32 . 804 


1.00 


18.56 


6 


c 


c 


ATOM 


8064 


CD 


LYS C 254 


-16: 310 


0, 402 


-31. 971 


' 1,00 


17 , 98 


6 


c 


c 


ATOM 


.8065 


■ CE 


LYS C 254 


-15. 188 


-0. 137 


-32. 844 


1.00 


17.35 


6 


c 


c 


ATOM 


8066 


NZ 


LYS C 254 


-14.309 


-1.063 


-32.080 


1.00 


20.90 


7 


c 


N 


ATOM 


8067 


N 


GLY C 255 


-16.125 


5.910 


-32.202 


1.00 


18.20 


7 


c 


N 


ATOM 


8068 


CA 


GLY C 255 


-15.524 


7.154 


-32. 660 


1.00 


19.14 


6 


c 


c 


ATOM 


8069 


C 


GLY C 255 


-16.137 


8.400 


-32.035 


1.00 


18.82 


6 


c 


c 


ATOM 


8070 


0 


GLY C 255 


-17.276 


8.391 


-31.560 


1.00 


18.29 


8 


c 


0 


ATOM 


8071 


N 


VAL C 256 


-15.367 


9.4 93 


-32.163 


1.00 


20.02 


7 


c 


N 


ATOM 


8072 


CA 


VAL C 256 


-15.857 


10.785 


-31. 652 


1.00 


17.56 


6 


c 


c 


ATOM 


8073 


C 


VAL C 256 


-15.279 


11. 919 


-32.480 


1.00 


16.76 


^ 


c 


c 


ATOM 


8074 


0 


VAL C 256 


-14.167 


11.792 


-33.017 


1.00 


16.02 


8 


c 


o 


ATOM 


8075 


CB 


VAL C 256 


-15.562 


10.895 


-30.131 


1.00 


15.73 


^ 


c 


c 


ATOM 


B076 


CGI 


VAL C 256 


-14.045 


10.851 


-29.995 


1.00 


14.81 


6 


c 


c 


ATOM 


8077 


CG2 


VAL C 256 


-16,188 


12.215 


-S9.6dl. 


1 .00 


13.91 


6 


c 


c 


ATOM 


8078 


N 


GLU C 257 


-15.988 


13.036 


-32. 698 


1.00 


17,59 


7 


c 


N 


ATOM 


8079 


CA 


GLU C 257 


-15.478 


14 ,157 


-33.482 


1.00 


17.58 


6 


c 


c 


ATOM 


8080 


C 


GLU C 257 


-16.063 


15.472 


-32. 959 


1.00 


18.71 


6 


c 


c 


ATOM 


8081 


0 


GLU C 257 


-17.144 


15.469 


-32. 358 


1.00 


19.65 


8 


c 


0 


ATOM 


8082 


CB 


GLU C 257 


-15,792 


13.996 


-34 . 972 


1.00 


19.62 


^ 


c 


c 


ATOM 


8083 


CG 


GLU C 257 


-17.263 


14 .099 


-35.335 


1.00 


19.72 


6 


c 


c 


ATOM 


8084 


CD 


GLU C 257 


-17.603 


13.844 


-36.802 


1.00 


22.86 


6 


c 


c 


ATOM 


8085 


OEl 


GLU C 257 


-16. 755 


13.585 


-37. 682 


1.00 


22.45 


8 


c 


0 


ATOM 


8086 


0£:2 


GLO C 257 


-18.834 


13.929 


-37.074 


1.00 


23.03 


8 


c 
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ATOM 


8087 


N 


PHE C 258 


-15.439 


•16.577 


-33,220 


1.00 


17.33 


7 
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N 


ATOM 


6088 


CA 


PHE C 258 


-lS.62i 


17.910 


-32,807 


1.00 


17.87 


6 


c 


c 


ATOM 


8089 


C 


PHE C 258 


-16.014 


18.885 


-33.960 


1.00 


19.11 




c 


c 


ATOM 


8090 


0 


PHE C 258 


-15. 115 


19.069 


-34.825 


1.00 


17.91 


8 


c 


0 


ATOM 


8091 


CB 


PHE C 258 


-14.696 


18. 417 


-31.876 


1.00 


16.57 


6 


c 


c 


ATOM 


8092 


CG 


PHE C 258 


-14.498 


17.512 


-30.677 


1.00 


19.06 


6 


c 


c 


ATOM 


8093 


CDl 


PHE C 258 


-13.642 


16.403 


-30.723 


1.00 


19.28 


6 


c 


c 


ATOM 


8094 


CD2 


PHE C 258 


-15.152 


17.852 


-29.483 


1.00 


19.90 


6 


c 


c 


ATOM 


8095 


CBl 


PHE C 258 


-13.474 


15.589 


-^d.^12 


1.00 


19.29 
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c 


ATOM 


"^096 


CE2 


PHE C 258 


-14.943 


17.040 


-28,358 


1.00 


20. §3 
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c 


ATOM 


8097 


CZ 


PHE C 258 


-14,158 


15. 908 


-28.430 


1.00 


19.41 


6 


c 


c 


ATOM 


8098 


N 


GLY C 259 


-17.125 


19.590 


-33.902 


1.00 


18.69 


7 


c 


N 


ATOM 


8099 


CA 


GLY C 259 


-17.428 


20. 620 


-34. 932 


1.00 


20.26 


6 


c 


• c 


ATOM 


8100 


C 


GLY C 259 


-17.538 


19. 894 


-36-287 


1,00 


22. 42 
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C 


c 


ATOM 


8101 


0 


GLY C 259 


-18. 190 


18.852 


-36.399 


1.00 


21. 65 
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c 
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ATOM 


8102 


N 


LEU C 260 


-16.834 


20.367 


-37.290 


1,00 


22.29 


7 


c 
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ATOM 
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CA 


LEU C 260 


-16.825 


19, 681 


-38.585 


1.00 


22.83 


6 


c 


c 


ATOM 
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C 


LEU C 260 


-16.304 


18.252 


-38. 421 


1.00 


21.52 
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LEU C 260 


-16.616 


17.437 


-39.279 


1.00 


18.56 


8 


c 


o 
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CB 


LEO C 260 


-15. 953 


20.410 


-39.598 


1.00 


22. 97 


6 


c 


c 


ATOM 


8107 


CG 


LEU C 260 


-16. 601 


21.578 


-40.336 


1. 00 


25.21 


6 


c 


c 


ATOM 


8108 


CDl 


LEU C 260 


-15 . 581 


22.228 


-41 .244 


1.00 


25 . 19 


^ 


c 


c 


ATOM 


8109 


CD2 


LEU C 260 


-17 . 822 


21. 110 


-41 . 160 


1.00 


25. 95 


6 


c 


c 


ATOM 


8110 


N 


GLY C 261 


-IS . 385 


18.000 


-37 . 473 


l-.OO 


18. 93 


7 


c 




ATOM 


8111 


CA 


GLY C 261 


-14 . 996 


16.603 


-37.256 


1.00 


17. 61 


6 


c 


c 


ATOM 


8112 


C 


GLY C 261 


-14 , 1^4 


1 6 . 077 


-38 , 456 


1 . 00 


1 9 . 71 


6 


c 


c 


ATOM 


8113 


0 


GLY C 261 


-13.372 


16.798 


-39.031 


1.00 


20.54 


8 


c 


o 


ATOM 


8114 


M 


PHE C 262 


-14.453 


14.639 


-38.823 


1.00 


19.71 


7 


c 


N 


ATOM 


8115 


CA 


PHE C 262 


-13.738 


14.221 


-39.947 


1.00 


21.92 


6 . 


c 


c 


ATOM 


8116 


C 


PHE C 262 


-13.872 


15.034 


-41.240 


1.00 


23.54 


6 


c 


c 


ATOM 


8117 


0 


PHE C 262 


-12.933 


15.076 


-42.066 


1. 00 


22.36 


8 


c 


o 


ATOM 


8118 


CB 


PHE C 262 


-14.165 




-40.102 


1.00 


■^1.72 


■■"6" 


c 


c 


ATOM 


8119 


CG 


PHE C 262 


' -1S.36S 


11.657 


-3d. 1^6 ■ 




■2^.98 ■ 


"T" 


c 


c 


ATOM 


8120 


CDl 


PHE C 262 


-12.228 


11.224 


-39. 604 


1.00 


20.49 


6 


•c 


c 


ATOM 


8X21 


CD2 


PHE C 262 


-13.824 


11.711 


-37.863 


1.00 


21.50 


^ 


c 


c 


ATOM 


8122 


CEl 


PHE C 262 


-11 .508 


10.457 


-38.711 


1.00 


23.51 


6 


c 


c 


ATOM 


6123 


CE2 


PHE C 2 62 


-13 . 057 


10. 925 


-36. 996 


1.00 


22. 79 


6 


c 


c 


ATOM 


8124 


CZ 


PHE C 2 62 


-11. 916 


10.291 


-37.381 


1.00 


21. 34 


6 


c 


c 


ATOM 


8125 


H 


GLU C 2 63 


-14.983 


15.734 


-41. 421 


1.00 


23.11 


7 


c 


N 


ATOM 


8126 


CA 


GLU C 263 


-15. 110 


16.571 


-42. 639 


1.00 


24 . 35 


^ 


c 


c 


ATOM 


8127 


C 


GLU C 263 


-14 .054 


17. 646 


-42 .701 


1.00 


23,27 


6 


c 


c 


ATOM 


8128 


0 


GLU Q 


-13. 663 


18 . 066 


-43 . 813 


1.00 


20.83 


8 


c 


o 


ATOM 


8129 


CB 


GLU C 263 


-16.551 


17.104 


-42.757 


1.00 


27. 13 




c 


c 
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RTOM 8130 CG GLU C 263 -16,684 18.054 -43.959 1,00 31.93 6 C C 

ATOM 8131 CD GLU C 263 -18.109 18.517 -44.192 1.00 34.86 6 C C 

ATOM 8132 OEl GLU C 263 -19.054 17.870 -43.695 1.00 36.46 8 C 0 

ATOM 8133 0E2 GLU C 263 -18.257 19.567 -44.B72 1,00 37.25 8 C ~ 

ATOM 8134 N ALA C 264 -13.400 18.006 -41.581 1.00 19.29 7 C "1? 

ATOM 8135 CA ALA C 264 -12.307 18.980 -41.^63 1.00 20.84 6 C C 

ATOM 8136 C ALA C 264 -11.111 18.396 -42.426 1.00 21.78 6 C C 

ATOM 8137 0 ALA C 264 -10.298 19.139 -42.974 1.00 22.44 8 C O 

ATOM 8138 CB ALA C 264 -11.900 19.445 -40.269 1.00 20.74 6 C C 

ATOM 8139 H GLY C 265 -11.016 17.067-42.493 1.00 21.11 7 C ~M 

ATOM 8140 CA GLY C 265 -9.894 16.505 -43.250 1.00 25.65 6 C C 

ATOM 8141 C GLY C 265 -10.191 16.617 -44.765 1.00 27.02 6 0 C 

ATOM 8142 O GLY C 265 -9.377 16.173 -45.578 1.00 27.32 8 C 

ATOM 8143 N TYR C 266 -11.319 17.178 -45.155 1.00 28.04 7 C N 

ATOM 8144 CA TYR C 266 -11.676 17.230 -46.582 1.00 28.15 6 C C 

ATOM 8145 C TYR C 266 -11.820 18.664 -47.077 1.00 30.06 6 C ~ 

ATOM 8146 O TYR C 266 -12.128 18.889 -48.263 1.00 28.27 8 C O 

ATOM 8147 CB TYR C 266 -12.994 16.466 -46.801 1.00 27.32 6 C ~C 

ATOM 8148 CG TYR C 266 " -12.957 14.979 -46.607 1.00 27.64 ^ C C 

ATOM 8149 CDl TYR C 266 -12.864 14.417 -45.335 1.00 27.92 ^ C ~ 

ATOM 8150 CD2 TYR C 266 -13.044 14.090 -47.676 1.00 29.14 6 C ~ 

ATOM 8151 CEl TYR C 266 -12.844 13.060 -45.135 1.00 28.08 6 C C 

ATOM 6152 CE2 TYR C 266 -13.067 12.718 -47.513 1.00 28.61 6 C C 

ATOM 8153 CZ TYR C 266 -12.922 12.209-46.236 1.00 29.36 C ~ 

ATOM 8154 OH TYR C 266 -12.975 10.853-46.004 1.00 30.00 8 C ~0 

ATOM 8155 M ARG C 267 -11.417 19.637 -46.252 1.00 29.42 7 C N 

ATOM 8156 CA ARG C 267 -11.599 21.033 -46.638 1.00 31.03 6 C ""C 

ATOM 8157 C ARG C 267 -10.300 21.807 -46.541 1.00 29.49 6 C C 

ATOM 8158 O ARG C 267 -9.341 21.273-45.976 1.00 26.81 8 C 0 

ATOM 6159 CB ARG C 267 -12.563 21.701 -45.655 1.00 34.85 6 C C 

ATOM 8160 CG ARG C 2 67 -13.979 21.108 -45.647 1.00 40.04 6 C C 

ATOM 8161 CD ARG C 267 -14.847 22.315 -45.304 1.00 45.40 6 C C 

ATOM 8162 NE ARG C 267 -16.275 22.038 -45.225 1.00 50.20 7 C "1? 

ATOM 8163 CZ ARG C 267 -17.148 22.946 -44.781 1.00 52.68 6 C C " 

ATOM 8164 NHl ARG C 267 -16.700 24.143 -44.395 1 . 00 53.13 7 C W 

ATOM 8165 NH2 ARG C 267 -18.4 45 22.668 -44.725 1.00 52.93 7 C N 

ATOM 8166 N LYS C 268 -10.365 23.060 -46.979 1.00 26.99 7 C ~i? 

ATOM 8167 CA LYS C 268 -9.155 23.893 -46.893" 1.00 27.86 6 C C 

ATOM 8168 C LYS C 268 -9.170 24.722 -45.611 1.00 25.63. 6 C C 

ATOM 8169 O LYS C 266 -10.258 24.920 -45.070 1.00 23.24 8 C O 

ATOM 8170 CB LYS C 2 68 -9.085 24.804 -48.114 1.00 31.18 6 C C 

♦ ATOM 8171 CG LYS C 2 68 -9.254 23.995 -49.402 1.00 34.98 6 C C 

ATOM 8172 CD LYS C 268 -9.941 24.791 -50.498 1.00 39.71 6 C C 

ATOM 8173 CE LYS C 268 -8.902 25.473 -51.377 1.00 44.15 6 C C 

ATOM 8174 NZ LYS C 268 -9.539 26.332 -52.433 1.00 46.48 7 C N 

ATOM 8175 M GLY C 269 -8.020 25.174 -45.154 1.00 23.42 7 C ~N 

ATOM 8176 CA GLY C 269 -7.977 26.006 -43.960 1.00 26.50 6 C ~ 

ATOM 8177 C GLY C 269 -8.977 27.166 -44.039 1.00 28.34 6 C ~C 

ATOM 8178 O GLY C 269 -9.711 27.384 -43.067 1.00 27.22 8 C 

ATOM 8179 N SER C 270 -9.004 27.884 -45.175 1.00 27.56 7 C N 

ATOM 8180 CA SER C 270 -9.936 29.005 -45.286 1.00 28.05 6 C C 

ATOM 8181 C SER C 270 -11.387 23.594 -45.128 1.00 28.81 6 C ~ 

ATOM 8182 O SER C 270 -12.264 29.420 -44.806 1 . OO 29.69 8 C O 

ATOM 8183 CB SER C 270 -9.721 29.686 -46.674 1.00 27.66 6 C ~ 

ATOM 8184 OG SER C 270 -10.024 28.736 -47.643 1.00 25.27 8 C O 

ATOM 8185 N GLN C 271 -11.730 27.320 -45.269 1.00 28.26. 7 C N 

ATOM 6186 CA GLW C 271 -13.109 26.891 -45.106 1.00 29.78 6 C ~ 

ATOM 8187 C GLN C 271 -13.370 26.233 -43.750 1.00 30.52 6 C C 

ATOM 8188 O GLW C 271 -14.464 25.732 -43.474 1.00 26.86 8 C O 

* ATOM 8189 CB GLN C 271 -13.603 25.961 -46.204 1.00 30.30 6 C C 

ATOM 8190 CG GLN C 271 -13.385 26.514 -47.606 1.00 31.21 6 C C 

ATOM 8191 CD GLN C 271 -13.212 25.347 -48.576 1.00 32.61 6 C C 

ATOM 8192 OEl GLN C 271 -12.651 24.280 -48.270 1.00 32.36 8 C 

ATOM 8193 NE2 GLN C 271 -13.756 25.586 -49.747 1.00 31.64 7 C 

ATOM 8194 M VAL C 272 -12.333 26.280 -42.922 1.00 31.93 7 0 N 

ATOM 8195 CA VAL C 272 -12.476 25.674 -41.594 1.00 29.59 6 C ~ 

ATOM 8196 C VAL C 272 -12.242 26.676 -40.485 1.00 29.86 6 C C 

ATOM . 8197 O VAL C 272 -13.044 26.517 -39.552 1.00 30.21 8 C Q 

ATOM 8198 CB VAL C 272 -11.576 24.448 -41.427 1 . 00 29.56 6 C C 

ATOM 8199 CGI VAL C 272 -11.723 23.836 -40.012 1.00 28.94 6 C C 

ATOM 8200 CG2 VAL C 272 -11.916 23.395 -42.474 1.00 30.46 i C C 

ATOM 8201 N MET C 273 -11.268 27.583 -40.466 1.00 28.54 7 C N • 

ATOM 8202 CA MET C 273 -11.109 28.391 -39.248 1.00 28.15 6 C C 

ATOM 8203 C MET c 273 -12.361 29.237 -38.968 1.00 27.03 6 C C 

ATOM 8204 O MET C 273 -13.114 29.545 -39.876 1.00 28.54 8 C O 

ATOM 8205 CB MET C 273 -9.884 29.279 -39.194 1.00 28.02 6 C 

ATOM 8206 CG MET C 273 -8.641 28.817 -39.912 1.00 28.74 6 C C 

ATOM 8207 SE MET C 273 -8.396 26.836 -38.644 1.00 43.09 34 C SE 

ATOM B208 CE2 MET C 273 -8.086 25.297 -40.044 1.00 26.92 6 C "c 
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-12.654 


29.555 


-37.730 


1.00 


24 . 22 
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ATOM 
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CA 
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274 


-13.785 


30.360 


-37.360 


1.00 


22. 00 


6 


C 
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ATOM 


-8211 


C 


ASP 


c 


274 


-13.252 


31.755 


-37.045 


1.00 


23.76 


6 


C 


c 


ATOM 


8212 


O 


ASP 


c 


274 


-12.426 


31.962 


-36.147 


1.00 


19.74 


8 


c 


0 


ATOM 


"■ 6213 


CB 


ASP 


c 


274 


-14.534 


29.809 


-36.137 


1.00 


23.07 


6 


c 


c 


ATOM 


8214 


CG 


ASP 


c 


274 


-15.085 


28.416 


-36.476 


1.00 


22.34 


6 


c 


c 


ATOM 


■'"6215 


ODl 


ASP 


c 


274 


-15.604 


28.165 


-37. 603 


1.00 


20.06 


8 


c 


0 


ATOM 


8216 


0D2 


ASP 


c 


274 


-14.926 


27.586 


-35.550 


1.00 


21.49 


8 


c 


0 


ATOM 


8217 


N 


GLU 


c 


275 


-13.677 


32.719 


-37.878 


1.00 


21.36 


7 


c 


N 


ATOM 


8218 


CA 


GLO 


c 


275 


-13.112 


34.052 


-37.695 


1.00 


23.18 


^ 


c 


c 
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,46 




c 


N 


ATOM 


877S 


CA 


ALA 


c 


345 


-30.895 


5.962 


-25.496 


1,00 


22, 


,74' 


6 


c 


c 


ATOM 


8776 


c 


ALA 


c 


345 


-29.389 


6.261 


-25.438 


1.00 


21, 


.94 


6 


c 


c 


ATOM 


8777 


0 


ALA 


c 


345 


-29.021 


6. 969 


-24 .512 


1.00 


22. 


22 


8 


c 


o 


ATOM 


8778 


CB 


ALA 


c 


345 


-31.087 


4 .582 


-24.909 


1.00 


21. 


,25 


6 


c 


c 


ATOM 


8779 


1} 


ALA 


c 


346 


-28 . 629 


5 . 808 


-26.409 


1 . 00 


20, 


,80 


7 


c 


N 


ATOM 


8780 


CA 


ALA 


c 


34 6 


-27, 189 


6.085 


-26. 394 


1. 00 


io. 


,21 


6 


c 


c 


ATOM 


8781 


c 


ALA 


c 


346 


-26. 963 


7 .593 


-26.370 


1. 00 


22.50 


6 


c 


c 


ATOM 


8782 


0 


ALA 


c 


346 


-25 . 939 


8 .089 


-25.856 


1 . 00 


22 . 


.46 


8 


c 


0 


ATOM 


8783 


CB 


ALA 


c 


34^ 


-26.481 


5 . 404 


-27 .554 


1. 00 


20. 


"99 


6 


c 


c 


ATOM 


8784 


N 


GLY 


c 


347 


-27 . 755 


8 . 338 


-27, 125 


1.00 


19, 


,94 


7 


c 


N 


ATOM 


8785 


CA 


GLV 


c 


347 


-27.743 


9.779 


-27.155 


1,00 


16, 


,i<) 


6 


c 


c 


ATOM 


878 6 




GLY 




347 


-27. 850 


10,374 


-25.736 


1. 00 


20. 


.26 


8 


c 


c 


ATOM 


8787 


Q 


GLY 




347 


-27,248 


11.3^1 


-25.416 


1. 00 


17. 


.68 


8 


c 


o 


ATOM 


8788 


W 


MET 




348 


-28 .764 


9.846 


-24 . 941 


1 . 00 


18. 


.^4 


7 


c 


N 


ATOM 


8789 


CA 


MET 


Q 


348 


-28 , 939 


10.315 


-23 . 576 


1 . 00 


20. 38 


6 


c 


c 




8790 




MET 


Q 


34 8 


-27 . 656 


9 , 97 9 


-22 , 808 


1 , 00 


19, 


,54 


6 


c 


c 


ATOM 


8791 


Q 


MET 


Q 


348 


-27 . 226 


10 . 765 


-21 . 959 


1 . 00 


19. 


.54 


8 


c 


0 


ATOM 


8792 


CB 


MET 


c 


348 


-30. 159 


9 . 626 


-22 . 965 


1. 00 


21. 


.15 


6 


c 


c 


ATOM 


8793 


CG 


MET 




348 


-30.362 


9 . 917 


-21 . 473 


1. 00 


22, 


.33 


6 


c 


c 




87 94 


SE 


MET 




348 


-30.879 


11 . 958 


-21 . 237 


1 . 00 


56. 


.05 


34; 


c 


SE 


fiX2^ — 


87 95 


CE2 


MET 




348 


-29. 126 


12 . 639 


-20. 118 


1 . 00 


19.17 


6 


c 


c 


ATOM 


87 9 6 




VAL 




349 


-27. 132 


8 . 797 


-23 , 005 


1 , 00 


17. 


.18 


7 


c 


M 


ATOM 


8797 


CA 


VAL 


c 


349 


-25. 901 


8 .420 


-22 . 277 


1, 00 


18. 


.03 


6 


c 


c 


ATOM 


8798 




VAL 


Q 


349 


-24 . 795 


9 , 400 


-22 . 636 


1.00 


1^. 


.02 


6 


c 






8799 


Q 


VAL 


Q 


349 


-24 . 071 


9. 994 


-21 . 802 


1.00 


15, 


.79 


8 


c 


0 


ATOM 


8800 


CB 


VAL 


c 


349 


-25.500 


6. 969 


-22 .588 


1.00 


16, 


.97 


6 


c 


c 


ATOM 


8801 


CGI 


VAL 


c 


349 


-24 . 222 


6. 600 


-21 . 802 


1.00 


18, 


.99 


6 


c 


c 


ATOM 


8802 


CG2 


VAL 


c 


349 


-26. 587 


5. 987 


-22.093 


1.00 


17, 


.9^ 




c 


c 


ATOM 


8803 


W 


MET 


c 


350 


-24.691 


9.720 


-23. 935 


1.00 


17, 


.27 


7 


c 


N 


ATOM 


8804 


CA 


MET 


c 


350 


-2^.664 


10.690 


-24. 330 


1.00 


16, 


. 69 


6 


c 


c 


ATOM 


8805 


c 


MET 


c 


350 


-23.823 


12 ,068 


-23.704 


1.00 


18, 


.37 


6 


c 


c 


ATOM 


8806 


o 


MET 


c 


350 


-22.873 


12 . 759 


-23. 338 


1.00 


16 


.34 


8 


c 


0 


ATOM 


8807 


CB 


MET 


c 


350 


-23. 688 


10. 871 


-25.863 


1.00 


16, 


.82 


6 


c 


c 


ATOM 


8808 


CG 


MET 


c 


350 


-22. 355 


11.453 


-26.276 


1.00 


16, 


.42 


6 


c 


c 


ATOM 


8809 


SE 


MET 


c 


350 


-22. 663 


11.988 


-28.312 


1.00 


36, 


.49 


34 


c 


SB 


ATOM 


8810 


CE2 


MET 


c 


350 


-21. 031 


13.048 


-28. 668 


1.60 


12, 


.56"" 




c 


c 


ATOM 


8811 


N 


GLU 


c 


351 


-25.083 


12.498 


-23. 675 


1.00 


18, 


.15 


7 


c 


N 


ATOM 


8812 


CA 


GLU 


c 


351 


-25.420 


13.775 


-23.068 


1,00 


19, 


.56 


6 


c 


c 


ATOM 


8813 


C 


GLU 


c 


351 


-24. 928 


13. 814 


-21. 632 


1.00 


18, 


.82 


6 


c 


c 


ATOM 


8814 


0 


GLU 


c 


351 


-24.234 


14 .754 


-21.258 


1.00 


17. 


.23 


8 


c 


0 


ATOM 


8815 


CB 


GLU 


c 


351 


-26.961 


13.971 


-23.065 


1.00 


20.85 




c 


c 


ATOM 


8816 


CG 


GLU 


c 


351 


-27.388 


15.233 


-22.326 


1.00 20.50 


^' 


c 


c 


ATOM 


8817 


CD 


GLU 


c 


351 


-28.841 


15.585 


-22.525 


1.00 


21. 


.90 


6 


c 


c 


ATOM 


8818 


OEl 


GLU 


c 


351 


-29.473 


16.107 


-21.597 


1.00 


22. 


.81 


8 


c 


0 


ATOM 


8819 


0E2 


GLU 


c 


351 


-29.342 


15.358 


-23.624 


1.00 


22. 


.49 


8 


c 


0 


ATOM 


8820 




ALA 


c 


352 


-25.196 


12.742 


-20.868 


1.00 


18. 


.49 


7 


c 


N 


ATOM 


8821 


CA 


ALA 


c 


352 


-24.763 


12.710 


-19.469 


1,00 


17. 


.92 


^ 


c 


c 


ATOM 


8822 


C 


ALA 


c 


352 


-23.264 


12.668 


-Id. 24^ 


1.00 


-ii. 


.04 


6 


c 


c 


ATOM 


8823 


0 


ALA 


c 


352 


-22.650 


13.388 


-18.420 


1.00 


15. 


,^4 


8 


c 


0 


ATOM 


8824 


CB 


ALA 


c 


352 


-25.406 


11,436 


-18.866 


1.00 


19. 


.26 


6 


c 


c 


ATOM 


8825 


N 


VAL 


c 


353 


-22. 602 


11.917 


-20.082 


1.00 


19. 


.74 


7 


c 


N 


ATOM 


^826 


CA 


VAL 


c 


353 


-21.137 


11.765 


-20.034 


1.00 


19. 


.03 


6 


c 


c 


ATOM 


8827 


C 


VAL 


c 


353 


-20.491 


13.088 


-20. 369 


1.00 


19. 


.29 


6 


c 


c 


ATOM 


8828 


0 


VAL 


c 


353 


-19. 515 


13.526 


-19.738 


1.00 


18, 


.76 


8 


c 


0 


ATOM 


8829 


CB 


VAL 


c 


353 


-20.804 


10.605 


-20.973 


1.00 


21. 


.91 


^ 


c 


c 


ATOM 


8830 


CGI 


VAL 


c 


353 


-19.354 


10.523 


-21.386 


1.00 


25. 


.01 


6 


c 


c 


ATOM 


8831 


CG2 


VAL 


c 


353 


-21.216 


9.247 


-20.433 


1,00 


21, 


.25 


6 


c 


c 


ATOM 


8832 


H 


VAL 


c 


354 


-21.021 


13.797 


-21.381 


1.00 


18. 


.24 


7 


c 


N 


ATOM 


8833 


CA 


VAL 


c 


354 


-20.416 


15 .099 


-21.762 


i.oo 


17, 


22 


6 


c 


c 


ATOM 


8834 


C 


VAL 


c 


354 


-20.580 


16. 070 


-20. 632 


1.00 


15. 


.41 


6 


c 


c 


ATOM 


8835 


0 


VAL 


c 


354 


-19. 631 


16.739 


-20.147 


1.00 


17. 


77 


8 


c 


0 


ATOM 


8836 


CB 


VAL 


c 


354 


-21. 012 


15. 626 


-23.092 


1.00 


18. 


36 


6 


c 


c 


ATOM 


8837 


CGI 


VAL 


c 


354 


-20.760 


17 , 123 


-23.317 


1.00 


17. 


16 


6 


c 


c 


ATOM 


" 8838 


CG2 


VAL 


c 


354 


-20.453 


14 , 835 


-24.277 


1.00 


17. 


22 


6 


c 


c 


ATOM 


8839 


N 


ALA 


c 


355 


" -21.790 


16. 140 


-20.088 


1 . 00 


15. 


77 


7 


c 


N 


ATOM 


8840 


CA 


ALA 


c 


355 


-22.079 


16.981 


-18,949 


1.00 


16. 


51 




c 


c 
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ATOM 8641 C ALA C 355 -21.160 16.661 -17-769 1.00 17.42 6 C C 

ATO M 8842 0 ALA C 355 -20.721 17.577 -17.093 1.00 16.05 8 C O 

ATOM — "8843 CB ALA C 355 -23.529 16.711 -18.519 1.00 17.39 6 C C 

ATOM 8844 N THR C 356 -20.931 15.359 -17.531 1.00 15.79 7 C N 

ATOM 8645 ■ CA THRC356 -20.080 14.929-16.415 1.00 16.60 6 C C 

AT OM B846 C THR C 356 -18.669 15.489 -16.508 1.00 17.40 6 C C 

ATO M 8647 O THR C 356 -16.038 16.057 -15.591 1.00 16.66 8 C O 

AT OM 8848 CB THR C 356 -20.100 13.375 -16.384 1.00 16.40 6 C C 

ATOM 8849 OGl THR C 356 -21.422 12.925 -15.998 1.00 14.13 8 C O 

ATOM 6650 CG2 THR C 356 -19.076 12.878 -15.364 1.00 16.67 6 C C 

ATOM — 8851 W VAL C 357 -18.062 15.258 -17.689 1.00 18.33 7 C W 

Afi0?4 8 652 CA VAL C 357 -16.684 15.753 -17.911 1.00 16.05 6 C C 

ATOM 8853 C VAL C 357 -16.608 17.256 -17.732 1.00 18.43 6 C C 

ATOM 8854 O VAL C 357 -15.611 17.878 -17.293 1.00 16.64 8 0 O 

ATOM 8855 CB VAL C 357 -16.238 15.290 -19.308 1.00 15.96 6 C C 

AT0F5 885 ^ CGI VAL C 357 -14.940 15.977 -19.760 1.00 16.75 6 C C 

ATW5 138 57 CGii VAL C 357 -16.036 13.775 -19.296 1.00 16.94 6 C C 

ATOM 8858 N LEU C 358 -17.551 17.966 -18.385 1.00 18.76 7 C N 

ATOM 8859 CA LEO C 358 -17.629 19.417 -18.290 1.00 21.44 6 C C 

ATOM 88^0 C LED C 358 -17.740 19.966 -16.872 1.00 19.45 6 C C 

ATOM 8 861 O LEO C 358 -17.053 20.916 -16.510 1.00 17.43 8 C O 

AT0?4 886 2 CB LEU C 358 -18.850 19.936 -19.066 1.00 24.00 6 C C 

ATOM 8863 CG LEU C 358 -18.559 20.737 -20.305 1.00 30.63 6 C C 

ATO M -8864 CDl LEU C 358 -18.045 22.128 -19.676 1.00 29.18 6 C C 

ATOM 8865 CD2 LEU C 358 -17.472 20.119 -21.175 1.00 29.40 6 C C 

ATOM 8966 M ALA C 359 -18.612 19.353 -16.069 1.00 17.93 7 C M 

ATOM 8867 CA ALA C 359 -18.723 19.713 -14 . 658 1.00 18.76 6 C C 

ATOFl 886 8 C ALA C 359 -17.405 19.396 -13.941 1.00 18.49 6 C C 

AToFl 88 69 O ALA C 359 -16.919 20.195 -13.131 1.00 16.24 8 C O 

ATOM 887 0 CB ALA C 359 -19.898 18.920 -14.082 1.00 18.49 6 C C 

ATO M 8671 N G LN C 360 -16.793 18.282 -14.322 1.00 16.69 7 C N 

ATOM 8672 CA GLH C 360 -15.470 17.982 -13.690 1.00 17.81 6 C C 

ATOFi 8873 C GLN C 360 -14.472 19.081 -14.012 1.00 17.90 6 C C 

ATOM 8 674 O GLN C 366 -13.632 19.459 -13.174 1.00 18.84 8 C O 

AT OM 8875 CB GLN C 3^6 -14.952 16.648 -14.226 1.00 18.91 6 C C 

ATOM 887^ CG GLM C 360 -15.644 15.439 -13.530 1.00 18.88 6 C C 

ATOM 8877 CD GLN C 360 -15.018 14.169 -14.125 1.00 20.06 6 C C 

ATOM 8876 OEl GLN C 360 -15.171 13.891 -15.320 1.00 19.02 8 C O 

ATOSa 887 9 NS2 GLN C 360 -14.427 13.294 -13.329 1.00 20.15 7 C N 

ATOM 8880 N GLU C 361 -14.496 19.529 -15.264 1.00 17.44 7 C N 

ATOM 8681 CA GLU C 361 -13.545 20.551 -15.730 1.00 18.35 6 C C 

ATOM 88 82 C GLU C 361 -13.826 21.888 -15.020 1.00 19.88 6 C C 

AT OM 8883 0 GLU C 3^1 -12.923 22.585 -14.533 1.00 19.01 8 0 O 

ATO M 8834 CB GLU C 361 -13.595 20.683 -17.265 1.00 16.92 6 C C 

ATO M 6885 CG GLU C 361 -12,380 21.474 -17.797 1.00 19.06 6 C C 

\ AT OM 8886 CD GLU C 361 -11.034 20.784 -17.715 1.00 16.73 6 C C 

AT OM 8887 OEl GLU C 361 -11.060 19.556 -17.858 1.00 18.56 8 C O 

ATOM 88 88 0E2 GLU C 361 -9.982 21.386 -17.420 1.00 19.63 8 C 0 

atom " 88 89 H ILE C 362 -15.123 22.241 -14.878 1.00 18.62 7 C N 

ATOM 6890 CA ILE C 362 -15.473 23.445 -14.146 1.00 20.50 6 C C 

ATOM 889 1 C ILE C 362 -15.016 23.365 -12.685 1.00 19.36 6 C C 

ATOM 8892 O ILE C 3^2 -14.594 2 4.366 -12.085 1.00 16.87 8 C O 

. . ATOM 889 3 CB ILE C 562 -17.015 23.622 -14.250 1.00 21.80 6 C C 

AfW4 C GI ILE C 36^ -17.321 24.262 -15.614 1.00 21.97 6 C C 

AT pgr* 8895 CG2 ILE C 362 -1*7.528 24.577 -13.175 1.00 22.57 6 C C 

ATOM 8896 — CDl ILE C 362 -18.736 24.065 -16.129 1.00 22.57 6 C C 

ATOtT- 889 7 N LEU C 363 -15.249 22.231 -12.028 1.00 17.76 7 C N 

ATOM 8898 CA LEU C 363 -14.845 22.048 -10.623 1.00 18.48 6 C C 

AT OM 8899 C LEU C 363 -13.334 22.091 -10.443 1.00 18.85 6 C C 

A TOM 8900 O LEU C 363 -12.772 22.555 -9.436 1.00 18.70 8 C 0 

A TOM 8901 CB LEO C 363 -15.408 20.710 -10.092 1.00 19.86 6 C C 

ATOM 8902 CG LED C 363 -16.954 20.663 -10.063 1.00 19.14 6 C C 

ATOM 8903 CPl LEO C 363 -17.399 19.295 -9.586 1.00 21.47 6 C C 

ATOM 8904 CD2 LEU C ^63 -17.567 21.761 -9.232 1.00 21.45 6 C C 

AT OM 8905 N GLU C 364 -12.595 21.695 -11.505 1.00 18.01 7 C « 

ATOM 890^ CA GLU C 364 -11.133 21.812 -11.379 1.00 19.91 6 C C 

ATOM 8907 C GLU C 364 -10.664 23.267 -11.469 1.00 20.77 6 C C 

ATOM 8908 O GLU C 364 -9.683 23.742 -10.870 1.00 18.07 8 C 0 

ATOM 8909 CB GLU C 364 -10.550 21.009 -12.551 1 , 00 22 . 63 6 C C 

ATOM 8910 CG GLO C 364 -9.057 20.769 -12.366 1.00 30.45 6 C C 

ATOM 8911 CP GLU C 364 -8.418 20,185 -13.639 1.00 34.32 6 C C 

ATOM 8912 OEl GLU C 364 -9.047 19.287 -14.252 1.00 33.24 8 C O 

ATOM 6913 0E2 GLU C 364 -7.297 20.698 -13.942 1.00 37.34 8 C 0 

ATOM^ 8914 N LYS C 365 -11.317 23.977 -12.410 1.00 16.96 7 C N 

ATOM 8^15 CA LYS C 365 -10.845 25.296 -12.779 1.00 19.83 6 C C 

ATOM 89l6 C LYS C 365 -11.195 26.373 -11.765 1.00 18.92 6 0 C 

ATOM 8917 O LYS C 365 -10.412 27.312 -11.586 1.00 16.00 8 C 0 

ATOM 8918 CB LYS C 365 -11.317 25.680 -14.211 1.00 19.19 6 C C 

ATOM 8919 CG LYS C 365 -11.025 27.157 -14.532 1.00 18.64 6 C C 
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ATOM 


8920 


CD 


LYS 


C 


365 


-11 , 061 


27 . 489 


-16. 008 


1.00 


18.92 


6 


C 


c 


ATOM 


8921 


CE 


LYS 


C 


365 


-11.032 


28 . 990 


-16. 320 


1.00 


17.93 


6 


c 


c 


ATOM 


8922 


NZ 


LYS 


C 


365 


-9.869 


29. 677 


-15. 656 


1.00 


15.12 


7 


c 


N 


ATOM 


8923 


N 


PHB 


c 


366 


-12.365 


26.307 


-11. 142 


1.00 


19.40 


7 


c 


N 


ATOM 


8924 


CA 


PHE 


c 


366 


-12.829 


27. 309 


-10. 231 


1.00 Id. 49 


6 


c 


c 


ATOM 


8925 


C 


PHE 


c 


366 


-12.887 


26.865 


-8. 761 


1.00 


18.23 


6 


c 


c 


ATOM 


8926 


O 


PHE 


c 


366 


-13.202 


25.717 


-8. 540 


1.00 


19.63 


8 


c 


0 


ATOM 


8927 


CB 


PHE 


c 


366 


-14.284 


27.766 


-10. 646 


1.00 


17.79 


6 


c 


c 


ATOM 


8928 


CG 


PHE 


c 


366 


-14.335 


28.276 


-12.074 


1.00 20.43 


6 


c 


c 


ATOM 


8929 


CDl 


PHE 


c 


366 


-14.857 


27.481 


-13. 095 


1.00 


19.19 


6 


c 


c 


ATOM 


8930 


CD2 


PHE 


c 


366 


-13.896 


29.551 


-12. 396 


1.00 


20.24 


6 


c 


c 


ATOM 


8931 


CEl 


PHE 


c 


366 


-14.885 


27 . 959 


-14 . 399 


1.00 


19. 99 


6 


c 


c 


ATOM 


8932 


CE2 


PHE 


c 


366 


-13.947 


30.033 


-13. 692 


1.00 


19.28 


6 


c 


c 


ATOM 


'6933 


CZ 


PHE 


c 


366 


-14.460 


29. 229 


-14 . 699 


1.00 


19.77 


6 


c 


c 


ATOM 


8934 


m 


SER 


c 


367 


-12.743 


27 .789 


-7.834 


1.00 


17.33 


7 


c 


N 


ATOM 


8935 


CA 


SER 


c 


367 


-12.917 


27.562 


-6.376 


1.00 


17.89 


6 


c 


c 


ATOM 


8936 


c 


SER 


c 


367 


-14.299 


26.903 


-6.230 


1.00 


18.89 




c 


c 


ATOM 


8937 


0 


SER 


c 


367 


-15.206 


27.519 


-6.776 


1.00 


16. 91 


8 


c 


0 


ATOM 


8938 


CB 


SER 


c 


367 


-12. 918 


28.893 


-5. 647 


1.00 


16.22 


6 


c 


c 


ATOM 


8939 


OG 


SER 


c 


567 


-11, 703 


29. 661 


-5.878 


1.00 


17.86 


8 


c 


o 


ATOM 


8940 


N 


SER 


c 


368 


-14.437 


25.696 


-5.781 


1.00 


17. 19 


7 


c 


N 


ATOM 


8941 


CA 


SEH 


c 


368 


-15. 692 


24.986 


-5,790 


1.00 


20.14 


6 


c 


c 


ATOM 


8942 


c 


SER 


c 


368 


-15.881 


24.015 


-4.627 


1.00 


20.75 


^ 


c 


c 


ATOM 


6943 


o 


SER 


c 


368 


-16.481 


22.938 


-4.810 


1.00 


20.21 
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41.968 


-15.850 


1.00 36.66 


6 


c 


0 


ATOM 


9069 


M 


TYR 


c 


364 


-14.714 


39.030 


-16.580 


1.00 21.51 


7 


c 


N 


ATOM 


9070 


CA 


TYR 


c 


384 


-13.347 


39.232 


-17.052 


1.00 23.26 


6 


c 


c 


ATOM 


9071 


C 


TYR 


c 


384 


-13.318 


38.930 


-18.540 


1.00 23.06 
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" 6 


c 


c 



10/529 196 



116/189 

ATOM 9078 CE2 TYR C 384 -9.131 38.167 -18.327 1.00 20,51 6 C C 

ATOM 9079 C2 TYR C 384 -8.397 39.176 -17.733 1.00 22.13 6 C C . 

ATOM 9080 OH TYR C 384 -7.149 39.429 -18.236 1.00 23.60 8 C 0 

ATOM 9081 N THR C 385 -13.875 37.760 -18.900 1.00 24.11 7 C N 

ATOM 9082 CA THR C 385 -13.928 37.307 -20.289 1.00 21.98 6 C C 

ATOM 9083 C THR C 385 -14.603 36.353 -21.173 1. 00 24.05 6 C ~ 

ATOM 9064 O THR C 385 -14.113 38.755 -22.223 1.00 23.10 8 C 0 

ATOM 9085 CB THR C 385 -14.712 35.990 -20.367 1.00 22.54 6 C ~ 

ATOM 9086 OGl THR C 385 -13.891 34.980 -19.723 1.00 22.43 8 C 0 

ATOM 9087 CG2 THR C 385 -14.987 35.510 -21.799 1.00 21.11 6 C C 

ATOM 9088 H LYS C 386 -15.780 38.783 -20.736 1.00 24. 41 7 C N 

ATOM 9089 CA LYS C 386 -16.554 39.768 -21.482 1.00 26. 58 6 C C 

ATOM 9090 C LYS C 386 -15.770 41.050 -21.678 1.00 26.09 6 C C 

ATOM 9091 O LYS C 386 -15.860 41.643 -22.759 1.00 25.68 8 C O 

ATOM 9092 CB LYS C 386 -17.835 40.004 -20.683 1.00 30.44 6 C C 

ATOM 9093 CG LYS C 386 -18.526 41.305 -20.997 1.00 36.72 6 C C 

ATOM 9094 CD LYS C 386 -19.741 41.141 -21.878 1.00 39. 60 6 C C 

ATOM 9095 CE LYS C 38^ -20.837 42.052 -21.283 1.00 43.59 6 C C 

ATOM 909^ HZ LYS C 38^ -20.448 43.4^8-21.3^0 1.00 45.37 7 0 M 

ATOM 9097 N ASN C 387 -14.942 41.433 -20.705 1.00 26.07 7 C W 

ATOM 9098 CA ASN C 387 -14.225 42.704 -20.829 1.00 27.19 6 0 C 

ATOM 9099 C ASN C 387 -12.798 42.563 -21.328 1.00 25.84 6 C C 

ATOM 9100 O ASN C 387 -12.094 43.563 -21.427 1.00 25.45 8 C 0 

ATOM 9101 CB ASN C 387 -14.347 43.470 -19.508 1.00 28.96 6 C C 

ATOM 9102 CG ASN C 387 -15.816 43.879 -19.321 1.00 33.53 6 C C 

ATOM 9103 ODl ASN C 387 -16.310 44.791 -20.004 1.00 34.90 8 C O 

ATOM 9104 HD2 ASN C 387 -16.579 43.255 -18.443 1.00 32.01 7 C W 

ATOM 9105 N TYR C 388 -12.326 41.386 -21.688 1.00 23.49 7 C N * 

ATOM 9106 CA TYR C 388 -10.940 41.223 -22.160 1.00 23.56 6 C C 

•ATOM 9107 C TYR C 388 -10,600 42.062 -23.373 1.00 25.71 6 C C 

• ATOM 9108 O TYR C 388 -9.429 42.522 -23.489 1.00 28.11 8 C O 

atom' 9109 CB TYR C 388 -10.662 39.745 -22.504 l.QQ 21.12 6 C C 

ATOM 9110 CG TYR C 388 -9.241 39.413 -22.829 1.00 23.02 6. C C 

atom 9111 CDl TYR C 388 -8.279 39.282 -21.805 1.00 22.63 6 C C 

ATOM 9112 CD2 TYR C 388 -8.834 39.229 -24.131 1.00 23.29 6 C C 

ATOM 9113 CEl TYR C 388 -6.970 38.999 -22.098 1.00 22.15 6 C C 

ATOM 6114 CE2 TYR C 388 -7.502 38.947 -24.404 1.00 23.32 6 0 C 

ATOM &11^ CZ TYR C 388 -6.575 38.838 -23.387 1.00 22.17 6 C C 

ATOM 9116 OH TYR C 388 -5.277 38.530 -23.755 1.00 23.75 8 C O 

ATOM 9117 OT TYR C 388 -11.459 42.261 -24.263 1.00 25.65 8 C O 

ATOM 9119 N MET D 1 3.660 3.910 -15.860 1.00 19.33 7 D M 

ATOM 9120 CA MET D 1 4.575 4.811 -16.616 1.00 20.90 6 D C 

ATOM 9121 C MET D 1 3.864 6.149 -16.896 1.00 21.14 6 D C 

ATOM 9122 O I-IET D 1 2.669 6.199 -17.174 1.00 19.92 8 D O 

ATOM 9123 CB MET D 1 5.086 4.226 -17.903 1.00 23.17 6 D C 

ATOM 9124 CG MET D 1 6.338 4.916 -18.4 67 1.00 23.91 6 D C 

ATOM 9125 SE MET D 1 5.349 5.827 -20.079 1.00 49.36 34 D SE 

ATOM 9126 CE2 MET D 1 5.286 4.387 -21.228 1.00 12.50 6 D C 

ATOM 9127 N ARG D 2 4.604 7.212 -16.703 1.00 18.98 7 P W 

ATOM ^l28 CA ARG D 2 4.059 8.557 -16.859 1.00 19.38 6 D C 

ATOM 9129 C ARG D 2 5.130 9.501 -17.371 1.00 20.05 6 D C 

ATOM 9130 Q ARG D 2 6.303 9.081 -17.481 1.00 20.76 8 D O 

ATOM 9131 CB ARG D 2 3.431 8.993 -15.540 1.00 20.39 6 D C 

ATOM 9132 CG ARG D 2 4.480 9.081 -14.442 1.00 19.13 6 D C 

ATOM 6133 CD ARG D 2 3.755 9.193 -13.081 1.00 18.54 6 D C 

ATOM 9134 WE ARG D 2 4.783 8.992 -12.091 1.00 17.16 7 D N 

ATOM 9135 CZ ARG D 2 4.849 9.374 -10.832 1.00 15.25 6 D C 

ATOM 9136 HHl ARG D 2 5.907 8.914 -10.201 1.00 14.44 7 D H 

ATOM 9137 MH2 ARG D 2 3.934 10.109 -10.247 1.00 16.21 7 D N 

ATOM 9138 N TYR D 3 4.734 10.716 -17.770 1.00 16.64 7 D N 

ATOM 9139 CA TYR D 3 5.784 11.588 -18.336 1.00 17.69 6 D C 

ATOM 9140 C TYR D 3 5.256 13.016 -18.412 1.00 17.84 6 D C 

ATOM 9141 O TYR D 3 4.033 13.192 -18.324 1.00 15.03 8 D O 

ATOM 9142 CB TYR D 3 6.140 11.113 -19.756 1.00 15.50 6 D C 

ATOM 9143 CG TYR D 3 4.962 11.002 -20.723 1.00 17.94 6 D C 

ATOM 9144 CDl TYR D 3 4.623 12.059 -21.563 1.00 18.85 6 P C 

ATOM 9145 CD2 TYR D 3 4.172 9.868 -20.762 1.00 18.42 6 D C 

ATOM 9146 CEl TYR D 3 3.544 11.927 -22.420 1.00 20.09 6 D C 

ATOM 9147 CE2 TYR D 3 3.082 9.74 6 -21.602 1.00 20.59 6 D C 

ATOM 9148 CZ TYR D 3 • 2.776' 10.800 "22.445 1.00 21.15 6 P C 

ATOM 9149 OH TYR D 3 1.687 10.749 -23.282 1.00 23.33 8 D 0 

ATOM 9150 N LEU D .4 6.170 13.960 -18.601 1.00 17.03 7 D U ■ 

ATOM 9151 CA LEO D 4 5.769 15.347 -18.826 1.00 15.78 6 D C 

ATOM 9152 C LEU D 4 6.662 15.902 -19.962 1.00 17.86 6 P C 

ATOM 9153 O LEU D 4 7.825 15.513 -19.982 1.00 14.91 8 P O 

ATOM 9154 CB LEU D 4 6.011 16.229 -17.592 1.00 15.48 6 P C 

ATOM 9155 CG LEU D 4 5.062 15.891 -16.377 1.00 15.40 6 D C 

ATOM 6156 CDl LEO D 4 3.^5^ 1^.54^ -1^.135 1.00 14.20 6 P C 

ATOM 9157 CD2 LEU D 4 3.685 16.417 -16.678 1.00 13.89 6 D C 
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RTOM 9237 CR ALA D 16 10.779 15,39^ -21.503 1.00 17.27 6 P C 

atom' 9238 C ALA D lb 11.396 14.524 -20.399 1.00 17.41 6 D C 

ATOM 9239 O ALA P 16 12.570 14.249 -20.488 1.00 16.80 8 D O 

ATOM 9240 CB ALA D TS 10.307 14.482 -22. bJ^ 1.00 16.01 6 D C 

ATOM 9241 N ILE P 17 10.583 14.117 -19.417 1.00 13.84 7 D N 

ATOM 9242 CA ILE P 17 11.006 13.202 -18.402 1.00 15.03 6 D C 

ATOM Q243 C ILE P 17 10.015 12.039 -18.441 1.00 15.94 6 P C 

ATOM 9 244 O ILE P 17 8.786 12.280 -18.396 1.00 16.02 8 P O 

ATOM 9245 CB ILE P H 11.67^ 13.^9^ -16,974 1.00 15.51 6 D ~ 

ATOM 924^ CGI ILE P 17 12.171 14.857 -16.967 1.00 15.65 6 D C 

ATOM 9247 CG2 ILE P 17 11.318 12.6^4 -15.974 1.00 17. 47 6 D C 

ATOM 9248 CPl ILE P 17 12.205 15.572 -15.509 1.00 16.99 6 P C 

ATOM 9249 « ILE P 18 10.485 10.821 -18.575 1.00 16.54 7 P N 

ATOM 9250 CA ILE P 18 9.623 ^.641 -18.490 1.00 18.97 6 D C 

ATOM 9251 C ILE P IB 9.950 8.862 -17.195 1.00 19.90 6 D C 

ATOM 9 25^ 0 ILE P 18 11.075 8.437 -17.010 1.00 18.25 BP O 

ATOM 9253 CB ILE P 18 9.872 8.649 -19.633 1.00 19.11 6 P C 

AT OM 9^154 CGI ILE O 18 9.816 9.404 -20.962 1.00 18.24 6 P C 

ATO M 9255 CG2 ILE D 18 8.873 7.503 -19.546 1.00 20.19 6 P C 

ATOM ^ 256 CPl ILE D 18 10.323 8.510 -22.093 1.00 18.77 6 P C 

Af0?5 9257 N GLU P 19 8.958 8.633 -16.328 1.00 17.78 7 0 N 

AfoFi 9258 CA GLU P 19 9.101 7,941 -15.080 1.00 17.20 6 P "c 

ATOM 9259 C GLU P 19 8.356 6.617 -15.197 1.00 17.23 6 P "C 

ATOM 926 0 O GLU P 19 7.176 6.560 -15.599 1.00 18.08 8 P O 

ATOM 926 1 CB GLU P 19 8.560 8.802 -13.917 1.00 19.21 6 P C 

ATOM $262 CG GLU P 19 8.889 8.369 -12.500 1.00 18.39 6 0 C 

ATOM 9263 CP GLU D 19 8.226 7.083 -12.065 1.00 20.36 6 P C 

ATOM "9264 OEl GLU P 19 6.986 7.010 -12.027 1.00 21.59 8 P O 

ATMS 92 65 0E2 GLU P 19 8.980 6.129 -11.734 1.00 18.69 8 P "o 

ATOM 9266 N GLY P 20 9.029 5.524 -14.883 1.00 17.88 7 P N 

ATOM 92 67 CA GLY P 20 8.361 4.218 -14.874 1.00 17.82 6 P C 

ATOM 9268 C GLY P 20 8.694 3,271 -16.001 1.00 19.47 6 D C 

ATOM 9269 0 GLY P 26 7.980 2.263 -16.110 1.00 20.73 8 P O 

ATOM 9270 N ILE P 21 9.678 ■ 3.556 -16.854 1.00 18.07 7 P N 

ATO M 9271 CA ILE P 21 10.123 2.551 -17.839 1.00 18.99 6 P C 

ATOM 9272 C ILE P 21 10.822 1.444 -17.080 1.00 18.87 6 P C 

ATOM 9273 O ILE P 21 11.659 1.716 -16.199 1.00 16.85 8 P O 

ATOM 9274 CB ILE P 21 11.117 3.208 -18.822 1.00 20.15 6 P C 

ATOM ^375 CGI ILE P 21 10.330 4.245 -19.660 1.00 22.33 6 P C 

ATOM 9276 CG2 ILE P 21 11.814 2.217 -19.734 1.00 21.46 6 P C 

ATOM - — 9277 CPl ILE P 21 9.217 3.637 -20.492 1.00 21.43 6 P C 

ATOM Q278 W PRO P 22 10.646 0.166 -17.441 1.00 18.82 7 P W 

ATOM 9279 CA PRO P 22 11.344 -0.879 -16.752 1.00 18.40 6 P C 

ATOM 9*^80 C PRO O 22 12.844 -0.743 -16.965 1.00 lg.96 6 P C 

AT OM 9281 O PRO P 22 13.367 -0.284 -17.976 1.00 17.60 8 P O 

A TOM 9282 CB PROP 22 10.866 -2.182 -17.381 1.00 20.06 6 P C 

ATOM 9283 CG PRO P 22 9.923 -1.823 -18.458 1.00 19.69 6 0 C 

ATOM 92 84 CP PRO P 22 9.667 -0.320 -18.420 1.00 19.39 6 P C 

ATOM 9285 W ALA P 23 13.576 -1.309 -15.996 1.00 19.36 7 P M 

ATOM 92 86 CA ALA P 23 15.006 -1.413 -16.064 1.00 17.40 6 D C 

ATO M 9287 C ALA P 23 15.338 -2.485 -17.099 l.OQ 18.39 6 D C 

AT0l5 9288 O ALA P 23 14.561 -3.435 -17.282 1.00 19.45 8 P O 

ATOM 9289 CB ALA P 23 15.580 -1.930 -14.730 1.00 17.65 6 P C 

A TOM 9290 N GLY P 24 16.504 -2.374 -17.716 1.00 17.75 7 0 N 

A TOM 9291 CA GLY D 34 16.935 -3.408 -18.653 1.00 17.82 6 P C 

ATO M 9292 C GLY D 24 16.568 -3.158 -20.086 1.00 20.62 6 P C 

ATOM 0293 O GLY P 24 16.919 -4.035 -20.878 1.00 19.04 8 P O 

ATOM 9 294 H LEUP 25 15.926 -2.041 -20.460 1.00 18.65 7 P W 

ATO M 9295 CA LEU P 25 15.549 -1.958 -21.906 1.00 19.37 6 P C 

ATOM 9296 C LEO 0 25 16.684 -1.462 -22.761 1.00 19.71 6 P C 

ATOM 9297 O LEU 0 25 17.117 -0.319 -22.513 1.00 15.98 8 0 O 

ATOM 9296 CB LEU P 25 14.338 -0.972 -21.971 l.OQ 18.13 6 0 C 

ATOM 9299 CG LEU 0 2^ 13.606 -0.652 -23.384 1.00 20.99 6 P C 

A TOM 9300 CPl LEU P 25 13.201 -1.864 -24.062 1.00 19.33 6 0 C 

ATO M 9301 CP2 LEU P 25 12.829 0.524 -23.346 1.00 19.89 6 P C 

ATOM 9302 W PRO P 26 17.183 -2.138 -23.798 1.00 21.64 7 0 « 

ATOM 9303 CA PROP 26 18.218 -1.529-24.632 1.00 21.67 6 0 C 

A TOM 9304 C PRO 0 26 17.642 -0.266 -25.256 1.00 22.54 6 0 C 

A TOM 9305 O PRO P 26 16.545" -0.311 -25.885 1.00 21.66 8 P 0 

ATOM 9306 CB PRO P 26 18.547 -2.584 -25.685 1.00 23.02 6 P C 

A TOM 9307 CG PRO D 26 17.953 -3.871 -25.162 1.00 23.98 6 0 C 

AT0F5 930 8 CO PRO P 26 16.804 -3.484 -24.241 1.00 22.32 6 0 C • 

AT0F5 93 09 W LEUP 27 18.3->0 6.630 -25.21^ 1.00 20.94 7 D W 

R TQM 9310 CA LEU P 27 17.8^7" 2.0^2 -25.738 1.00 21.32 6 D ~ 

ATOM 9311 C LEU D 27 19.085 2.994 -26.077 1.00 23.01 6 0 C 

ATOM 9312 0 LEUP 27 19.868 3.316 -25.189 1.00 20.11 8 0 O 

ATOM 9313 CB LEU p 27 17.066 2.860 -24.69*3 1.00 21.74 6 0 C 

ATOM 9314 CG LEU P 27 16.436 4.^00 -25.045 1.00 20.56 6 0 C 

ATOM 9315 CDl LEU p 27 15.335 4.041 -26.089 1.00 20.13 6 P C 



010/529196 



WO 2004A>29239 PCT/GB2003/004104 



119/189 



ATOM 


9316 


CD2 


! LEU D 


27 


15 . 778 


4 .801 


-23 . 759 


1.00 


18.17 


6 


D 


C 


ATOM 


9317 


N 


THR D 


28 


19 . 057 


3.4 62 


-27 . 344 


1.00 22.57 


7 


D 


N 


ATOM 


9318 


OA 


THR D 


28 


20- 098 


4.343 


-27 . 799 


1.00 24.86 


6 


0 


C 


ATOM 


9319 


C 


THR D 


28 


19 . 500 


S.639 


-28. 325 


1,00 


22.58 


6 


D 


c 


ATOM 


9320 


0 


THR D 


28 


18 . 309 


5 .708 


-28 .518 


1.00 


20.85 


8 


D 


0 


ATOM 


9321 


CB 


THR D 


28 


20 .8 65 


3 .708 


-28 . 989 


1.00 


27.34 


^ 


D 


C 


ATOM 


9322 


OGl 


THR D 


28 


19. 966 


3.579 


-30. 101 


1.00 


28.29 


8 


D 


0 


ATOM 


9323 


CG2 


: THR D 


28 


21.441 


2.361 


-28. 601 


1.00 


28.97 




D 


c 


ATOM 


9324 


N 


ALA D 


29 


20. 348 


6.638 


-28.517 


1.00 


24.55 


7 


D 


M 


ATOM 


9325 


CA 


ALA D 


29 


19. 874 


7.901 


-29. 112 


1.00 


23.18 


6 


D 


C 


ATOM 


9326 


C 


ALA D 


29 


19. 363 


7. 672 


-30. 527 


1.00 


23.28 


6 


D 


C 


ATOM 


9327 


0 


ALA D 


29 


18.357 


8.257 


-30.884 


1.00 


22.73 


8 


D 


0 


ATOM 


9328 


CB 


ALA D 


29 


20. 977 


6.944 


-29.119 


1.60 


22.61 


6 


D 


C 


ATOM 


9329 


N 


GLU D 


30 


19. 948 


6.779 


-31 , 330 


1.00 


25.04 


7 


D 


N 


ATOM 


9330 


CA 


GLU D 


30 


19,478 


6.505 


-32. 670 


1,00 


24.45 


6 


D 


C 


ATOM 


9331 


C 


GLU D 


30 


18.050 


5.944 


-32.630 


1.00 


24. 60 


6 


D 


C 


ATOM 


9332 


0 


GLU D 


30 


17.296 


6.162 


-33.575 


1.00 


20.73 


8 


D 


0 


ATOM 


9333 


CB 


GLU D 


30 


20.320 


5.543 


-33.503 


1.00 


27.40 


6 


0 


C 


ATOM 


9334 


CG 


GLU D 


30 


19.716 


5.246 


-34.869 


"iVbo 


32.81 


6 


D 


C 


ATOM 


9335 


CD 


GLU D 


30 


19.390 


6.435 


-35.750 


1.00 


34.98 


6 


D 


C 


ATOM 


9336 


OEl 


GLU D 


30 


18. 448 


6.353 


-36.564 


1,00 


36.42 


8 


D 


0 


ATOM 


9337 


0E2 


GLU D 


30 


20.017 


7.508 


-35.755 


1.00 


36. S4 


8 


D 


o 


ATOM 


9338 


N 


ASP D 


31 


17.740 


5.218 


-31.551 


1,00 


25.70 


7 


D 


N 


ATOM 


9339 


CA 


ASP D 


31 


16.371 


4.748 


-31.400 


1,00 


26. 66 


6 


D 


C 


ATOM 


9340 


C 


ASP D 


31 


15.387 


5.925 


-31.385 


1.00 


26.89 


6 


D 


C 


ATOM 


9341 


0 


ASP D 


31 


14.202 


5.733 


-31.710 


1.00 


30.45 


8 


D 


o 


ATOM 


9342 


CB 


ASP D 


31 


1^.199 


3.943 


-30.135. 


1.00 


26.23 


^ 


D 


c 


ATOM 


9343 


CG 


ASP 0 


31 


16.832 


2.566 


-30.177 


1,00 


26.40 


6 


D 


C 


ATOM 


9344 


ODl 


ASP D 


31 


16.865 


1.903 


-31.228 


1,00 


26.26 


8 


D 


0 


ATOM 


9345 


0D2 


ASP D 


31 


17.252 


2.166 


-29,084 


1.00 


24.51 


8 


D 


0 


ATOM 


934 6 


N 


ILE D 


32 


15.838 


7,081 


-30.937 


1.00 


26. 17 


7 


D 


N 


ATOM 


9347 


CA 


ILE D 


32 


14 . 932 


8.239 


-30. 856 


1.00 


24.86 


6 


D 


c 


ATOM 


9348 


C 


ILE D 


32 


15.027 


9.097 


-32.122 


1. 00 


24,62 


6 


D 


c 


ATOM 


9349 


0 


ILE D 


32 


14.007 


9.574 


-32.640 


1.00 


20. 94 


8 


D 


G 


ATOM 


9350 


CB 


ILE D 


32 


15.283 


9.154 


-29.668 


1.66 


24.94 


6 


D 


c 


ATOM 


9351 


CGIAILB D 


32 


15.506 


8.361 


-28. 380 


0.50 


23.40 


6 


D 


c 


ATOM 


9352 


CGIBXLE D 


32 


15.265 


8.346 


-28,358 


0.50 


25.77 


^ 


D 


c 


ATOM 


9353 


CG2AILB D 


32 


14.220 


10.229 


-29.431 


0.50 


22.47 




D 


c 


ATOM 


9354 


CG2BILE D 


32 


14.330 


10.336 


-29.507 


0.50 


23.21 


6 


D 


c 


ATOM 


9355 


CDIAILE D 


32 


14.363 


7.509 


-27.884 


0.50 


21 . 65 


6 


D 


c 


ATOM 


9356 


CDIBILE D 


32 


16.694 


7,971 


-28.069 


0. 50 


28.09 


6 


D 


c 


ATOM 


9357 


N 


ASN D 


33 


16.288 


9.278 


-32.573 


1.00 


23.81 


7 


D 


N 


ATOM 


9358 


CA 


ASN 0 


33 


16.526 


10. 177 


-33.714 


1.00 


23.83 


6 


D 


c 


ATOM 


9359 


C 


ASN D 


33 


15.816 


9.751 


-34.986 


1.00 


24,11 


6 


D 


C 


ATOM 


9360 


0 


ASN D 




1S.3-/6 


10.624 


-3fe,1i4 


1.00 


23.25 


8 


D 


O 


ATOM 


9361 


CB 


ASN D 


33 


18,63^ 


10.372 


-iJij.dSo 


1.00 


24.15 




D 


C 


ATOM 


9362 


CG 


ASN D 


33 


18.752 


11.000 


-32.775 


1.00 


24 .54 




D 


c 


ATOM 


9363 


ODl 


ASN D 


33 


19.999 


.10.^14 


-32.694 


1.00 


26.78 


8 


D 


o 


ATOM 


9364 


ND2 


ASN D 


33 


18.006 


11.567 


-31.848 


1.00 


22. 98 


7 


D 


K 


ATOM 


9365 


. N 


GLU D 


34 


15.714 


8.444 


-35.227 


1.00 


23. 99 


7 


D 




ATOM 


9366 


CA 


GLU D 


34 


15.027 


7. 995 


-36.433 


1.00 


27.39 


6 


D 


c 


ATOM 


9367 


C 


GLU D 


34 


13. 604 


8.548 


-36.508 


1,00 


27, 68 


^ 


D 


C 


ATOM 


9368 


0 


GLU D 


34 


13. 122 


8.984 


-37 .550 


1.00 


25.76 


6 


D 


o 


ATOM 


9369 


CB 


GLU D 


34 


15.000 


6.4 64 


-36.472 


1.00 


31.29 


6 


D 


c 


ATOM 


9370 


CG 


GLU D 


34 


14.363 


5. .976 


-37.771 


1.00 


37.15 


6 


D 


c 


ATOM 


9371 


CD 


GLU D 


34 


14.411 


4 .486 


-38.020 


1.00 


39.76 


^ 


D 


c 


ATOM 


9372 


OEl 


GLU D 


34 


15.066 


3. 708 


-37 .299 


1.00 


41.93 


8 


D 


o 


ATOM 


9373 


0E2 


GLU D 


34 


13. 727 


4 .026 


-38. 959 


1.00 


41,32 


8 


D 


0 


ATOM 


9374 


N 


ASP D 


35 


12 . 879 


8 . 472 


-35. 386 


1. 00 


24.21 


7 


D 


N 


ATOM 


9375 


CA 


ASP D 


35 


11 . 523 


9. 032 


-35. 349 


1.00 


23.91 


6 


D 


c 


ATOM 


9376 


C 


ASP D 


35 


11, 604 


10. 543 


-35.361 


1.00 


22.80 


6 


D 


c 


ATOM 


9377 


• 0 


ASP D 


35 


10.705 


11.132 


-35.979 


1.00 


23.12 


8 


D 


o 


ATOM 


9378 


CB 


ASP D 


35 


10.731 


8.494 


-34.143 


1,00 


21.98 


6 


0 


c 


ATOM 


9379 


CG 


ASP D 


35 


10.252 


7.063 


-34.437 


i..6b 


25.72 


6 


D 


c 


ATOM 


9380 


ODl 


ASP D 


35 


10.539 


6.605 


-35.564 


1.00 


24.88 


8 


D 


0 


ATOM 


9381 


0D2 


ASP D 


35 . 


9.575 


6.379 


-33.622 


1.00 


25.46 


8 


D 


o 


ATOM 


9382 


H 


LEU D 


36 


12.587 


11.155 


-34.651 


1.00 


21.95 


7 


0 


H 


ATOM 


d383 


CA 


LEU D 


36 


12.594 


12. 614 


-34.^86 


1.00 


22.19 


^ 


D 


c 


ATOM 


■ 9384 


C 


LEU D 


3^ 


12.727 


13.057 


-36, 151' ■ 


"l.bo" 


23.46 




0 


c 


ATOM 


9385 


o 


LEU D 


36 


12.065 


14 .010 


-36.531 


1.00 


20.55 


8 


D 


o 


ATOM 


9386 


CB 


LEU D 


36 


13.644 


13.329 


-33.827 


1.00 


20.15 


6 


D 


c 


ATOM 


9387 


CG 


LEU D 


36 


13.589 


12. 969 


-32,316 


1.00 


21.26 


6 


D 


c 


ATOM 


9388 


GDI 


LEU D 


36 


14 . 783 


13. 554 


-31. 573 


1.00 


20.78 


6 


D 


c 


ATOM 


9389 


CD2 


LEU D 


36 


12.262 


13. 395 


-31. 689 


1.00 


20. 40 


6 


D 


c 


ATOM 


9390 


N 


ARG 0 


37 


13. 592 


12.381 


-36.895 


1.00 


22.73 


7 


D 


N 


ATOM 


9391 


CA 


ARG D 


37 


13.787 


12.775 


-38.293 


1.00 


27.19 


6 


D 


c 


ATOM 


9392 


C 


ARG D 


37 


12.494 


12.591 


-39.085 


1.00 


26.29 


^ 


D 


c 


ATOM 


9393 


0 


ARG D 


37 


12.117 


13.491 


-39.829 


1.00 


24.81 


8 


D 


o 


ATOM 


9394 


CB 


ARG D 


37 


14.920 


11.979 


-3d. 958 


1.00 


29.42 


6 


D 


c 
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RTOM 



9395 CG ARG D 37 



RTOM 9396 CD 



RRG D 37 



120/189 

16.253 12.129 -38,243 1.00 



17.4^b -39.U17 1.00 



36.64 
40.5^ 



6 D 



ATOM 9397 N£ ARG D 37 



17.342 10.159 -39.234 1.00 45.31 



6 D 



_7 D 

6 D 



C 

Ji 

_N 

_N 
C 

_C 
O 
C 
C 

_JC 
N 
C 
N 

JN 

C 

c 

0 

c 
c 
c 

N 
C 
M 
N 
W 
C 

c 

0 

c 
c 
c 
o 

M 

w 

c 

c 

o 

w 



ATOM 9398 C2 ARG D 
9399 NHl ARG D 



ATOM 



.ATOM 



ATOM 



ATOM 9400 NH2 ARG P 



37 
-37- 



-38.482 
17.485 7.889 -3B.863, 



17.753 9.148 -3 



1.00 



45.79 
46.31 



18.447 9.366 >3/.382 l.OO" 



94Q1 N ARG D 38 



9402 CA ARG P 38 



11.8^3 11.458 
10.546 11.265 



-36.925 
:39.633 



1.00 



45.77 
26.51 



1.00 26.90 



_6 D_ 

6 D 



ATOM 



9403 C ARG D 38 



9.570 12.386 -39.295 l.QO 24.64 



ATOM 9404 0 ARG D 



9405 CB ARG D 



38 
"38" 



8!822 12.811 -40.187 1.00 24.45" 



9.895 9.915 -39.327 1.00 28.70 



6 D 

6 D 



ATOM 



ATOM 



ATOM 



ATOM 



9406 
9407 
9408 



CG ARG P 38 



10.727 



CD ARG 0 



NE ARG P 



38 

"3r 



10.201 



8 .729 
7.435 



39.851 1.00 29.10" 



-39.243 1.00 31.45 6 



8.820 7.193 



9409 CZ ARG D 3B 



7.920 6.427 



■39.592 
-38.990 



1.00 32.66 



1.00 32.18 



__7 D_ 

6 D 



ATOM 9410 MHl ARG P 
ATOM 9411 MHZ ARG D 



38 
38 



6.700 6.401 -39.495 1.00 32.62 



8.187 5.750 -37.883 1.00 31.66 



ATOM 9412 N ARG D 
9413 CA ARG D_ 



39 
39 



9.576 12.898 



ATOM 9414 



ARG D 39 



8.595 13.932 
8.848 15.280 



-38.061 
•37.702 



1.00 22.30 



-38.375 
-38.506 



l.Ob 22.38* 



1.00 24.22 



1.00 23.60 



J6 D_ 

8 D 



ATOM 



9415 



ARG D 39 



7.987 16.151 



1.00 22.00 



ATOM 9416 CB ARC D 39 



8.619 



ATOM 9417 CG ARG D 39 
ATOM 9418 CD ARG P 3T" 



7.403 



7.703 
8. 668 



14 .139 
14.991 



-36.159 
-35.691 



15.543 



-34,263 
-34.470 



l.OQ 19.22 



1.00 

TToo 



18.58 
17.65 



6 D 



_6 D 

7 



ATOM 9419 NE ARG D 39 



16.600 



34.800 1.00 19.60^ 



D_ 

6 D 



ATOM 9420 CZ ARG P 39 



8.445 
7.197 



17.845 
18.311 



9421 WHl ARG D 39 



-34.913 1.00 21.06 



_2 D_ 

7 D 



ATOM 9422 NH2 ARG D 39 



ATOM 9423 N GLN P 4 0 



9.448 

lo.iol 



ATOM 942 4 CA GLN P 4 0 



10.42r 
10.012 



18.647 
15.572 



-35.028 1.00 19.06 



-38.752 1.00 25. 3T 



16.862 -39.341 1.00 28.00 



__6 D__ 

6 D 



ATOM 942 5 



ATOM 



GLN P 4 0 



ATOM 942 6 _ 



GLN D 



ATOM 9427 CB GLN P 



40 
40 



10.089 



16. 943 
18.021 



-40.806 1.00 27.92 



11.949 



9428 CG GI.W P 40 



12.360 



17.1^7 
17 . 548 



-41.370 1.00 32.07 8 



-39.277 
-37.859 



1.00 
1.00 



28.30 



28. 43 



ATOM 9429 CD GLN D 40 



13.774 18.104 -37.820 1.00 



9430 DEI GLN P 40 



14.689 17.393 -37.395 1.00 



29.25 
27. 64 



8 D 



ATOM 



9431 NE2 GLN P 40 



13.893 19.341 -38.288 1.00 27.56" 



ATOM 



9432 



ATOM 9433 



H GLY P 

CA GLY D 



41 



9.786 15.816 -41.437 1.00 28.35 



ATOM 94 34 



GLY P 41 



9.615 15.722 -42.860 l.OQ 29.87 6 D 



8. 171 
7.238 



15.700 



-43.326 
-42.583 



1.00 27. 49 



_6 D_ 

8 D 



ATOM 9435 



GLY P 41 



16.004 



-44,558 
-45.233 



1,00 
1.00 



28.82 



ATOM 9436 M GLY D 42 



8.021 



15.250 
15725^ 



28.21 



1.00 27.58" 



_7 D_ 

6 D 



ATOM 9437 CA GLY D 42 



ATOM 9438 C GLY D 42 



ATOM 



ATOM 



6.710 
6.681 



ATOM 9439 O GLY D 4 2 



944 0 N TYR D 4 3 



6.980 
6.259 



16.464 
17.599 



-46.166 1.00 28.63" 



-45.814 1.00 25.44 



ATOM 9441 CA TYR P 



TYR D 



ATOM 9442 

ATOM 9443 O "TYR D 



43 



-43" 



6.168 

5.^27 



"16.180 -47.407 1.00 28.38" 



8 D 

7 D 



17.210 -48.437 1.00 28.05 



4.088 



18.318 -48.009 1.00 28.18"" 



9444 CB TYR D 43 



5.680 



18.04 0 
"16. 528 



-47.655 1.00 28.20" 



ATOM 9445 CG TYR D 43 



5.780 



944 6 CDl TYR D 4 3 



7 .025 



17.558 
17.826 



-49.744 1.00 26.84 



8 D_ 

6 D 



-50.850 1.00 26.93 



-51.410 1.00 27. 7T 



6 D 



ATOM 94 47 



ATOM 94 4 8 



CD2 TYR D 
CEITYRD 



43 



4 . 690 18.276 -51.296 l.QO 25.18 



43 



7.186 18.774 



ATOM 9449 CE2 TYR D 43 



4.821 19.206 



-52.395 
■32.308 



1.00 



-52.845 
-53.865 



1.00 



27.37 
28.05 



ATOM 



9450 CZ TYR D 43 



6.078 
6.214 



19.455 



1.00 28.69 



1.00 29.05 



_6 D_ 

8 D 



ATOM 94 51 OH TYR D 43 



ATOM 94 52 N GLY D 4 4 



5.644 



20.387 



19.580 
20.658 



-48.034 1.00 29.16 



6 D 



ATOM 



94 53 CA GLy D 44 



4 . 773 



ATOM 94 54 C GLY D 4 4 



5. 374 
4,881 



21.366 
22.432 



-47.599 
-46.394 



l.QO 

"iToo 



29.01 
30.65 



46.077 1.00 31.10 



8 D 



ATOM 



9455 



GLY D 44 



ATOM 94 56 H ARG D 



ATOM 



9457 CA ARG D 



"45" 
IT 



6.272 
6.853 



^0.736 -45.627 1.00 29.69" 
21.438 -44.498 1.00 30.48" 



_6 D_ 

6 D 



9458 



ARG D 



ARG D 



45 

45 



8.094 22.172 -44.994 1.00 32.72 



ATOM 94 5 9 

ATOM 9460 CB ARG D 45" 



7.24a 



21.632 
20.507 



-45.851 1.00 33.10 



-43.341 l.OQ 29.33" 



6 D 



ATOM 9461 CG ARG D 45 



ATOM 94 62 CD ARG D 4 5 



ATOM 



6. 027 
6.284 



19,747 -42.796 1.00 28.72 



19.212 -41.373 1.00 28. 42 



ATOM 94 63 NE ARG P 



9464 
9465 



CZ ARG P 



45" 



6.083 20.364 -40.462 1.00 26.75 



6.405 20.350 -39.161 1.00 25.08 



NHl ARG D 45 



6.961 19.273 -38.625 l.QO 21.88 



6 D_ 

"7 ^ 



D_ 

7 D 



ATOM 94 66 NH2 ARG D 4 5 
94 67 N GLY- D 4 6 



6.180 21.454 -38.473 1.00 25.16 



8.321 23.367 -44.461 1.00 34.16 



J7 D__ 

6 D 



ATOM 94 68 CA GLY D 4 6 
ATOM 9469 C GLY D 46 
ATOM 9470 O GLY D 4 6 



9.533 24.055 -44.942 1.00 37.04 
10.226 24.728 -43.778 1.00 38.78"" 



10. 468 



24 .149 
25.992 



-42.721 1.00 39.26 



_8 D_ 

7 D 



ATOM 9471 N GL-Jf D 47 



10.570. 



-43.980 1.00 39.63 



ATOM 94 72 CA GLY D 47 
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ATOM 9632 C THR D 68 16.683 1^375 -14.443 1,00 20.33 6 D C 

RTOM 9633 O THR P ^8 16.864 l.lOl -13.253 1.00 20>98 8 D O 

ATOM 9634 CB THR D 68 18.965 2.323 -14.589 l.QQ 21.81 6 D C 

ATOM 9^35 OGl THR P ^8 18.317 3.629 -14.505 1.00 21.21 8 D "O 

ATOM 9636 CG2 THRD 68 20.280 2.468 -15.367 1.00 18.14 6 P C 

ATOM 9637 H GLY D 69 15.550 1.863 -14.947 1.00 18.01 7 P N 

ATOM 9638 CA GLY D o9 14.322 1.951 -14,179 1,00 17.68 6 P C 

ATOM 9639 C " GLY P 69 14,201 3.365 -13.548 1,00 18.61 6 D C 

ATOM 9^40 O GLY P 69 13.123 3.728 -13.099 1.00 17 > 62 8 D O 

ATOM 9641 N ALA P 70 15.234 4.172 -13.580 l.QQ 16.54 7 P N 

ATOM 9642 CA ALA 0 70 15.154 5.559 -13.043 1.00 17.16 6 P C 

ATOM 9643 C ALA P 10 14.498 6.482 -14.069 1.00 17.97 6 P C 

ATOM 9644 O ALA P 70 14.282 6.061 -15.208 1.00 16.13 8 D ■ O 

ATOM 9645 CB ALA P ^76 . 16.622 5.945 -12.803 1.00 15.80 6 D C 

ATOM 9^^6 M PRO P H 14.038 7.678 -13.721 1.00 16.04 7 D N 

ATOM 9647 CA PRO P 71 13.496 8.593 -14.674 1.00 18.20 6 P C 

ATOM 9648 C PRO P 71 14.493 9.850 -15.817 1.00 18.54 6 P C 

ATOM 9^49 O PRO D 71 15.677 9.045 -15.593 1.00 18.52 8 D O 

ATOM 9650 CB PRO D 71 13.219 9.872 -13.898 1.00 16.42 6 D C 

ATOM 9651 CG PRO P 71 13.011 9. 353 -12.484 1.00 16.95 6 D C 

ATOM 9652 CP PRO P 71 14.087 8.274 -12.345 1.00 16.65 6 P C 

ATOM 9653 N ILE P 72 13.920 8.918 -17.011 1.00 18.99 7 P N 

ATOM 9654 OR ILE P 72 14.733 9.132 -18.221 1.00 17.56 6 P C 

ATOM ^655 C ILE D 72 14.501 10.566 -18.681 1.00 18.09 6 P C 

ATOM 9656 0 ILE D 72 13.338 10.945 -18.840 1.00 16.17 8 P 0 

ATOM 9^57 CB ILE P 72 14.342 8.161 -19.327 1.00 17.90 6 P C 

ATOM 9658 CGI ILE P 72 14.571 6.704 -18.911 1.00 17.49 6 0 C 

ATOM 9659 CG2 ILE 0 72 15.045 B.476 -20.657 1.00 19.22 6 P C 

ATOM 9666 CPl ILE P 72 13.815 5.748 -19.827 1.00 21.23 6 P C 

ATOM 9661 N THR 0 73 15.586 11.297 -18.935 1.00 15.35 7 P N 

AT0?5 9fe 62 CA THR P 73 15.398 12.693 -19.376 1.00 14.62 6 P C 

ATOM 9663 C THR P 1^ 1^.029 12.^^4 -20.7^1 1.66 18.64 g P C 

ATOM 9^^4 O THR P 73 17.118 12,272 -20.982 1,00 15,71 j P O 

ATOM 9665 CB THR P 73 16.118 13.623 -18.420 1.00 15.54 6 P C ■ ■ 

ATOM 96^^ OGl THR P 73 15.716 13.420 -17.055 1.00 15.15 8 D O 

ATOM 9667 CG2 THR P 73 15.884 15.121 -18.745 1.00 16.88 6 P C 

ATOM ^668 N MET D 74 15.339 13.384 -21.724 1.00 19.60 7 D N 

ATOM 9^69 CA MET D 74 15.740 13.566 -23.101 1.00 18.66 6 D C 

ATOM 9670 C MET P 74 15.591 15.057 -23.426 1.00 19.23 6 P C 

ATOM 9671 O MET P 74 14.621 15.701 -23.003 1.00 20,76 8 P O 

ATOM 9672 CB MET P 74 14.835 12.698 -23.999 1.00 16.09 6 P C 

ATOM 9673 CG MET P 74 15.101 11.235 -23.534 1.00 15.89 6 P C 

ATOM 9674 SE MET P 74 13.875 10.419 -24.987 1.00 38.31 34 P SE 

ATOM 9675 CE2 MET P 74 12.059 10.831 -24.278 1.00 15.81 6 P C 

ATOM 9676 N ASP P 75 16.614 15.600 -24.063 1.00 17.68 7 P N 

ATOM 9677 CA ASP P 75 16.605 16. 995 -24 .482 1.00 20.23 6 P C 

ATOM 9^7^ C ASP D 75 16.632 17.034 -26.019 1.00 19.94 6 P C 

A TOM 9679 0 ASP P 75 17.329 16.208 -26.609 1.00 20.43 8 P O 

ATOM 9680 CB ASP P 7fe 17,869 17.744 -24.056 1.00 22.95 6 P C 

ATOM 9681 CG ASP P "75 1^.153 17.941 -22.599 1.00 24.46 6 D C 

ATOM 9682 OPj ASP P ^75 17.299 17.672 -21.738 1.00 24.2 6 8 0 0 

ATOM 9683 0P2 ASP P 75 19.264 18.425 -22.272 1.00 24.22 8 P 0 

ATOM 9^84 N VAL P 76 16.137 18.104 -26.603 1.00 21.20 7 P M 

ATOM 9685 CA VAL P 76 16.305 18.408 -28.014 1.00 20.12 6 P C 

ATOM 9666 C VAL D 76 16.502 19.934 -28.066 1.00 20.81 6 P C 

ATOM 9687 O VAL D 76 15.609 20.711 -27.714 1.00 18.31 8 P O 

ATOM 9688 CB VAL P 76 15.146 18.062 -28.965 1.00 19.99 6 P C 

ATOM 9689 CGl VAL P 76 15.470 18.574 -30.406 1.00 19.68 6 P C 

ATOM 9690 CG2 VAL P 76 14.851 16.575 -28.952 1.00 19.77 6 P C 

ATOM 9691 M ILE P 77 17.662 20.327 -28.533 1.00 21.46 7 P N 

A TOM 9692 CA ILE P 1l 17,960 21.751 -28,644 1.00 22.59 6 P C 

ATOM 9693 C ILE P 77 17.142 22.453 -29.703 1.00 21.53 6 P C 

ATOM 9694 O ILE P 77 16.884 21.913 -30.780 1.00 19.95 8 P 0 

ATOM 9695 CB ILE P 77 19.473 21.933 -28.896 1.00 25.52 '6 P C 

ATOM 9696 CGI ILE P 77 20.260 21.223 -27.796 1.00 28.52 6 P C 

ATOM 9697 CG2 ILE P 77 19.893 23.386 -28.939 1.00 26.93 6 P C 

ATOM 9698 CPl ILE P 77 19.911 21.740 -26.398 1.00 33..01 6 P C 

ATOM 9699 N ASM P 78 16.850 23.739 -29.504 1.00 22.24 7 P N 

ATOM 9700 CA ASH P 78 16.264 24.568 -30.578 1 . 00 24 . 64 6 P C 

ATOM 9701 C ASM P 78 17.397 25.4 60 -31.154 1.00 26.74 6 P C 

ATOM 9702 O ASM P 78 17.840 26.474 -30.575 1.00 25.30 8 P Q 

ATOM 9703 CB ASM P 78 15.161 25.454 -30.059 1.00 23.94 6 0 C . 

AT OM ^704 CG ASH D 76 1^.858 24.776-2^.690 1.06 22.45 6 0 C 

ATOM 9705 OPl ASH P 78 13.4 66 23.789 -30.313 1.00 22.34 8 P o" 

ATOM 9706 HP2 ASH P 78 13.168 25.301 -28.675 1.00 20.56 7 P N 

ATOM 9707 N LYS P 79 17.924 25.047 -32.302 1.00 29.38 7 P H 

ATOM 9708 CA LYS P 79 18.94 6 25.84 6 -32 . 958 1.00 32.55 6 P C 

ATOM 9709 C LYS D 79 18.410 27.252 -33.202 1-00 33.44 6 D C ' 

ATOM 9710 O LYS D 79 15.115 28.237 -32.983 l.QQ 36.34 8 P 0 
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ATOM 9948 C ARG D 107 -6.234 32.852 -34.979 1.00 23,56 6 D C 

A TOM 9949 O 7VRG D 107 -6.287 32.040 -34.075 1>00 21.71 8 D 0 

ATOM 9950 CB ARG D 107 -3. 903 33.316 -35.894 1.00 27.99 6 5 C 

A TOM 9951 CG AR6 D 107 -3.133 32.206 -35.280 1.00 32.08 6 D C 

ATOM 9952 CD ARG D 107 -1.625 32.534 -35.629 1-00 32.16 6 D C 

A TOM 9953 NE ARG D 107 -0.963 32.017 -34.447 1.00 30.86 7 D N 

ATOM 9954 CZ ARG P 107 0.023 31.246 -34.151 1.00 32.13 6 D C 

ATOM 9955 NHl ARG D 107 0.767 30.743 -35.123 1.00 31.27 7 D N 

ATOM 9956 NH2 ARG D 107 0.267 30.996 -32.859 1.00 30.23 7 D N 

ATOM 9957 H PRO D 10$ -7.231 33.000 -35.843 1.00 22.85 7 D W 

ATOM — 9958 CA PRO D 108 -8.376 32.107 -35.878 1.00 22.44 6 D ~C 

ATOM 9959 C PRO P 108 -7.813 30.692 -36.004 1.00 23.51 6 D C 

ATOM 9960 O PRO D 108 -6.778 30.4 61 -36.639 1.00 22.88 8 D O 

AT OM 9961 CB PRO D 108 -9.161 32.614 -37.083 1.00 24.91 6 D C 

ATOM 9962 CG PRO D 108 -8.767 34.106 -37.041 1.00 23.49 6 P C 

ATOM 9963 CD PRO P 108 -7.264 33.965 -36.998 1.00 21.36 6 P C 

ATOM 99^4 N GLY P 109 -8.472 29.773 -35.276 1.00 21.66 7 P N 

ATOM 99^5 CA GLY D 109 -8.104 28.400 -35.238 1.00 22.44 6 D "C 

ATOM 996^ C GLY P 109 -6.939 28.070 -34.309 1*00 21.84 6 D C 

ATOM 9967 O GLY D 109 -6.795 26.882 -34.005 1.00 22.56 8 0 O 

ATOM 9968 N HIS D 110 -6.267 29.057 -33.732 1.00 20.02 7 D N 

AT OM 9969 CA HIS P 110 -5.151 28.684 -32.832 1.00 21.37 6 P C 

AT OM 9970 C HIS P 110 -5.485 28.938 -31.374 1.00 22.91 6 D C 

AT OM 9971 O HIS D lib -^.579 29.452 -31.060 1.00 19.52 6 0 O 

AT^4 9972 CB HIS D lib -3.948 29.418 -33.375 1.00 23.73 6 D C 

ATOFl 9 973 CG HIS D 116 -2.661 28.666 -33.285 1 . OO 25.99 6 D C 

ATOM 9974 NDl HIS D 110 -2.119 28.337 -32.046 1.00 30.30 7 P W 

ATO M 9975 CD2 HIS P 110 -1.857 28.165 -34.228 1.00 26.64 6 D C 

AT OM 9976 CEl HIS D 110 -0.982 27.685 -32.242 1.00 30.19 6 P C 

ATOM 9977 NE2 HIS D 110 -0.809 27.595 -33.551 1.00 31.06 7 P H 

ATOM 9978 N ALA P 111 -4.570 28.698 -30.435 1.00 21.60 7 P N 

ATOM 9979 CA ALA P 111 -4.858 28.932 -29.033 1.00 21.94 6 P C 

ATOM 9986 C ALA P 111 -4.639 30.376 -28.576 1.00 22.97 6. D C 

ATOM 9981 0 ALA P 111 -4.901 30.705 -27.407 1.00 23.73 8 P O 

ATOM 9982 CB ALA P 111 -3.928 27.997 -28.224 1.00 21.70 6 P C 

ATOM 9983 M ASP P 112 -4.174 31.267 -29.432 1.00 22.65 7 D N 

AT OM 9984 CA ASP P 112 -3.798 32.615 «29.015 1.00 22.31 6 D C 

AT OM 9965 C ASP P 112 -4.793 33.324 -28.115 1.00 21.56 6 P C 

A TOM Q986 O ASP P 11^ -4.399 33.732 -27.015 1.00 21.13 8 P 0 

ATOM 9987 CB ASP P 11^ -3.552 33.543 -30.229 1.00 23.89 6 P C 

ATOM 9988 CG ASP D 112 -2.650 32.871 -31.266 1.00 27.42 6 0 C 

ATOM 9989 ODl ASP D 112 -2.070 31.794 -31.025 1.00 22.68 8 D O 

ATO M 9990 OP2 ASP P 112 -2.531 33.420 -32.376 l.QQ 26.51 BP O 

ATOM 9991 N LEO P 113 -6.008 33.624 -28.607 1.00 20.37 7 P N 

ATOM 9992 CA LEO P 113 -6.925 34.456 -27.859 1.00 20.28 6 P C 

ATOM 9993 C LEU D 113 -7.418 33.807 -26.560 1.00 19.72 6 P C 

ATOM 9994 O LEU D 113 -7.463 34.474 -25.534 1.00 18.50 8 P O 

ATOM 999^ CB LEU D 113 -8.172 34.868 -28.656 1.00 18.35 6 0 C 

ATOM 9996 CG LEU D 113 -9.260 35.685 -27.960 1.00 18.97 6 D C 

ATOM 9 997 CDl LEU P 113 -8.766 36.979 -27.331 1.00 16.30 6 P C 

ATOM 9998 CD2 LEU P 113 -10.357 35.995 -29.019 1.00 19.51 6 P C 

ATO M 9999 M VAL P 114 -7.864 32.567 -26.697 1.00 17.86 7 P N 

ATOM 10000 CA VAL P 114 -8.398 31.887 -25.488 1.00 19.65 6 P C 

ATOM 10001 C VAL P 114 -7.345 31.664-24.422 1.00 18.68 6 P C 

ATOM 10002 0 VAL P 114 -7.603 31.877 -23.230 1.00 18.01 BP O 

ATOM 10003 CB VAL P 114 -9.117 30.610 -25.926 1.00 18.45 6 D C 

ATOM 10004 CGI VAL D 114 -9.655 29.838 -24.713 1.00 20.14 6 P C 

ATOM 10005 CG2 VAL P 114 -10.305 31.013 -26.813 1.00 17.05 6 P C 

ATOM 10006 N GLY P 115 -6.104 31.436 -24.850 1.00 18.84 7 D N 

ATOM 10007 CA GLY D 115 -4.960 31.265 -23.959 l.QQ 17.17 6 D C 

ATOM 10008 C GLY D 115 -4.703 32.625 -23.292 1.00 18.50 6 D C 

ATOM — 10009 — O GLY P 115 -4 .406 32. 672 -22.101 1.00 15.82 8 D O 

ATOM 10010 N GLY D 116 -4.905 33.711 -24.046 1.00 18.92 7 P N 

ATOM — 10011 CA GLY D 116 -4 .733 35.050 -23.419 1,00 17.68 6 D C 

ATOM 10012 C GLY D 116 -5.814 35.309 -22.376 1.00 18,64 6 D C 

ATOM 10013 Q GLY D 116 -5.511 35.909 -21.364 1.00 18.94 8 D O 

ATOM 10014 N ILE D 117 -7.080 34.972 -22.612 1.00 17.97 7 D N 

ATOM 10015 CA ILE P 117 -8.152 35.177 -21.615 1.00 18.55 6 D C 

ATOM 1001^ C ILE P 117 -7.950 34.333 -20.363 1.00 18.44 6 P C 

ATOM 10017 O ILE P 117 -7.937 34.752 -19.191 1.00 19.11 8 P 6 

ATOM 10016 CB ILE P ll^ -9.509 34.883 -22.280 1.00 17.15 6 P C 

ATOM 10019 CGI ILE P 117 -9.808 36.008 -23.312 1.00 19.02 6 P C • 

ATOM 10020 CG2 ILE P 117 -10.692 34.889 -21.293 1.00 18.01 6 D C 

ATOM 10021 col ILE P 117 -10.883 35.566 -24.305 1.00 16.49 6 D C 

ATOM 10022 H LYS D 118 -7.669 33.044 -20.520 1.00 18.62 7 D N 

ATOM 1002^? CA LYS P 118 -7.435 32.070 -19.487 1.00 18.16 6 P C 

ATOM 10024 C LYS P 118 -6.265 32.391 -18.544 1.00 19.90 6 D C 

ATOM 10025 O LYS P 118 -6.450 32.381 -17.339 1.00 18.31 8 D 0 

ATOM 10026 CB LYS P 118 -7.177 30.678 -20.095 1.00 16.58 6 P C 
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ATOM 10379 CG2 VAL 



P 162 
P 1^3 



23.29 
21.61 



ATOM 10380 N VAL 



-6.347 10.015 



-4 6.164 
-46.761 



1.00 



_7 0_ 

6 P 



ATOM 10381 CA VAL P 163" 



-7.119 11.111 



1.00 22.16 



ATOM 10382 



VAL P 163 



72ir 



ATOM 10383 O ' VAL P 163 



-5.742 



12.333 
12. 628 



-46.735 
-45.632 



1.00 
1.00 



23.03 



ATOM 10384 CB VAL 



P 163 
P 163 



-8.406 11.509 



-46.026 
-46.870 



"TTOO 



21.90 
^3.03 



J 0_ 

8 P 



6 D 
6 



_C 
_C 

-2 

_C 

_c 
Ji 
-£ 
_c 
_o 
_c 
jc 
_c 
_c 
_c 
c 
c 



ATOM 10385 CGI VAL 



-9.196 12.533 



^45.772 
-47.860 



D 

6 P 



ATOM 10386 CG2 VAL O 163 



ATOM 10387 N PHE P 164 



T9.326 
-5.919 



10.341 



1.00 



ATOM 



10388 CA PHE P 164 



ATOM 
ATOM 



10389 C 



PHE P 164 



-5.050 
-5.800 



12.974 



1.00 



14.10^ -47.912 1.00 



21.32 
21.53 



15.286 -48.523 1.00 



23.^8 
26.3^ 



"r"p" 



1.00 25.66r 



6 0_ 

8 O 



10390 O 



PHE 



P 164 
P 164 



-6.027 15.416 



-49.739 
-48.686 



ATOM 10391 CB PHE 



-3.758 
-2.570 



13.754 



1.00 22.70 



^ P_ 

6 P 



ATOM 



10392 CG PHE P 164 



ATOM 10393 CDl PHE P 164 



-1.367 



14.512 
13.863 



-48.171 



-47. 941 



1.00 
1.00 



22. 98 

■2rr5r 



ATOM 10394 CDZ PHE 



P 164 
P 164 



-2 [ 650 is! 858 -47 .842 1.00 21. 9T' 



6 P 

ng— P" 



ATOM 10395 CEl PHE 



-0,296 



14 .594 
16.566 



'47.471 
-47.326 



1.00 
"iTOO" 



19.94 
20.04 



_6 0_ 

6 O 



ATOM 10396 CE2 PHE P iTT 



ATOM 



10397 CZ PHE P 164 



-1. 600 
-0.368 



ATOM 10398 N GLY P 165' 



-6.280 



30111 
16.173 



^rfTvn 1.00 18. iT" 



^47.659 1.00 25. 3T" 



■7 — ~ 



ATOM 10399 CA GLY P l"65~ 



-6.995 17.359 -48.101 1.00 26.93 



ATOM 



ATOM 



10400 
10401 



GLY P 165 



-8.^06 17.004 -48.953 



GLY 



P 165 
P 166 



-8.374 17.681 



-49.975 
48.662 



1.00 
1.00 



27.96 



1.00 



29.23 



_5 P_ 

8 P 



_C 
_C 
_0 

Ji 
_c 

_C 
_0 

Ji 
_c 
_c 

JO 

_c 
_c 
_c 

JC 

Ji 

_N 

_c 
_c 

_0 

__c 
c 
c 



ATOM 10402 N GLY 



-8.910 15.919 



ATOM 



10403 CA GLY P 166 



ATOM 



ATOM 



10404 
10405 



GLY P 166 



-10.028 
-9.829 



15.469 -49.478 1.00 



27.48 
28.00 



14.280 -50.378 1.00 28.^ 



GLY P 166 



-10.765 13.587 -50.798 1.00 27.16 



_6 P_ 

8 P 



ATOM 164 06 N LYS P 167 



-8.581 13.980 -50.756 1.00 30.30 



ATOM 104 07 CA LYS 



ATOM 104 08 C LYS 



P 167 
P 167 



-8.248 12.819 



-8.204 11.541 



■51.. 587 
-50.786" 



1.00 30.11 



J7 P_ 

6 0 



_^ 1.00 33.26 ~ P 

""-7!3^3 11.392 -49.875 1.00 33.49 8 P 



ATOM 104 09 Q LYS P 16T 



ATOM 10410 CB LYS 



P 167 
P 167 



-6.898 13.060 -52.262 1.00 JiTK 



6 0_ 

6 P 



ATOM 10411 CG LYS 



-6.826 14.360 -53.033 1 . OO" 



31.23 
32.19 



10412 CP LYS D 167 



ATOM 

ATOM 10413 CE LYS P 167 



-5.^18 



14.352 



15.547 



-54 .091_ 
-55.024" 



1.00 



1.00 32.33 



ATOM 10414 HZ LYS P 167 



-6.581 15.139 -56.333 1.00 31.16 



6 P 

T"p" 



ATOM_ 



ATOM 
ATOM 



10415 
10416 



N 



GLU 0 168 



CA GLU O 168 



-9.126 
-9.197 



10.615 -51.028 1.00 32.89 



9.383 -50.274 1.00 33.56 



10417 C 



GLP 



D 168 
0 168 



-8.237 8.394 -50.918 1.00 33.76 



_6 P_ 

8 O 



ATOM 10418 O 



GLU 



ATOM 



10419 CB GLU P 168 



-8.443 
-10.594 



8.080 -52.096 1.00 33.01 



Q.768 -50.171 1.00 35.30 



ATOM 



ATOM_ 



104 20 
10421 



CG GLU P 168 



-11.662 9.711 -49.611 1.00 37.20 



CP GLU 0 168 



-1^.869 8.944 -49.135 1.00 37.61 6 P 
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ATOM 


10422 


OEl 


GLU 


D 


168 


-13.405 


9.138 


-48.025 


1.00 


36.69 


8 


D 


0 


ATOM 


10423 


0E2 


GLU 


D 


168 


-13.343 


8 .074 


^4^.^07 


1.00 


38.98 


8 


D 


0 


ATOM 


10424 


N 


ILE 


D 


169 


-7.2 60 


7.898 


-50.189 


1.00 


31.08 


7 


D 


N 


ATOM 


10425 


CA 


ILE 


D 


169 


-6.252 


7.036 


-50,764 


1.00 


32.08 


i 


D 


C 


ATOM 


10426 


c 


ILE 


D 169 


-6.738 


5.588 


-50.653 


1.00 


36.27 


6 


D 


C 


ATOM 


10427 


0 


ILE 


D 


169 


-6.724 


5.013" 


-49.5-^4 


1.00 33.55 


8 


D 


0 


ATOM 


104 28 


CB 


ILE 


D 


169 


-4.901 


7.136 


-50.034 


1.00 


30.00 


6 


D 


c 


ATOM 


10429 


CGI 


ILE 


D 


169 


-4.481 


8.602 


-49.934 ■ 


1.00 


28.79 


6 


D 


c 


ATOM 


10430 


CG2 


ILE 


D 


169 


-3.809 


6.326 


-50.735 


1,00 


29.39 




D 


c 


ATOM 


10431 


col 


ILE 


0 


169 


-4.273 


9.340 


-5i.20i 


1.00 28.11 


6 


D 


c 


ATOM 




N 


ASP 


0 


170 


-6. 864 


5 .003 


-51.817 


1.00 


40. 78 


i 


D 


N 


ATOM 






H CD 


D 


170 


-7 .278 


■■■ 3:^42 


-52.008 


1.00 


46. 64 




D 


c 


ATOM 


10434 


v> 


a CD 


D 


170 


-6.111 


2.766 


-51 . 609 


1.00 


49. 39 


6 


D 


c 


ATOM 


104 35 


O 




D 


170 


-5,134 


2 . 682 


-52 .345 


1. 00 


49.22 


8 


D 


0 


ATOM 


104 3 6 


CB 


ASP 


D 


170 


-7.594 


'■ 3.455" 


-53.510 


1.00 


49.95 


6 


D 


c 


ATOM 


10437 


CG 


ASP 


D 


170 


-8.703 


2.434 


-53. 661 


1.00 


51 . 06 


6 


D 


c 


ATOM 


104 38 


GDI 


ASP 


D 


170 


-9.5*7*7 


2.422 


-52 . 765 


1.00 


52. 48 


8 


D 


0 


ATOM 


10439 


OD2 


ASP 


D 


170 


-8.665 


1 . 68 6 


-54 . 644 


1.00 


52.18 


8 


D 


0 


ATOM 


104 40 


N 


VAXj 


D 


171 


"" ■ -6.219 


2.217 


-50 . 426 


1.00 


52.34 


7 


D 


M 


ATOM 


104 41 


CA 


VAL 


D 


171 


-5.195 


1 . 368 


-49 .831 


1.00 


56. 64 


6 


D 


c 


ATOM 


10442 


C 


VAL 


D 


171 


-5.4 64 


-0.061 


-50 . 279 


1.00 


60.76 


6 


D 


c 


ATOM 


104 43 


0 


VAL 


D 


171 


- 6 . 626 


-0 . 473 


-50.297 


1.00 


61.93 


8 


D 


0 


ATOM 


104 44 


CB 


VAL» 


D 


171 


-5 . 273 


1 . 523 


-48.297 


1.00 


55.59 


■"6 


D 


c 


ATOM 


10445 


CGI 


VAL 


D 


171 


-4 . 708 


0 , 337 


-47 . 554 


1.00 


54.74 


6 


D 


c 


ATOM 


1044 6 


CG2 


VAL 


D 


171 


-4.589 


2.816 


-47 . 858 


1.00 


54.98 


6 


D 


c 


ATOM 


10447 


N 


PRO 


D 


172 


-4 . 429 


-0 , 788 


-50. 664 


1.00 


63.14 


7 


D 


N 


ATOM 


10448 


CA 


PRO 


D 


172 


-4 . 560 


-2 . 161 


-51 . 100 


1.00 


65.4 4 


6 


D 


c 


ATOM 


10449 


C 


PRO 


D 


172 


—5 .128 


-2 . 993 


-49. 961 


1.00 


67.82 


■ 




c 


ATOM 


10450 


0 


PRO 


D 


172 


-5 . 050 


-2 .54 5 


-48 . 814 


1.00 


68.51 


8 


D 


0 


ATOM 


10451 


CB 


PRO 


D 


172 


~ ' -.1 1 

—J . AO / 


-2 . 603 


"-51,4^7 


1.00 


^4.82 




D 


c 


ATOM 


104 52 


CG 


PRO 


D 


172 


-2.3 64 


-1.354 


-51 . 554 


1,00 


64 , 66 


6 


D 


c 


ATOM 


10453 


CD 


PRO 


D 


172 


-3.022 


-0. 339 


-50. 661 


1,00 


63. 66 


6 


D 


c 


ATOM 


10454 


N 




D 


173 


— 3 • / wO 


-4 132 


-50. 294 


1.00 


69. 52 


7 


D 


N 


ATOM 


10455 


CA 




D 


173 


-^ad 


-4. §70 


-49 . 290 


1,00 


71.42 


6 


D 


c 


ATOM 


10456 


C 


GLU 


D 


173 


— 3 . £D9 


" 1 894 


-48 . 705 


1.00 


69.52 


6 


D 


c 


ATOM 


10457 


0 


GLU 


D 


173 


-4.319 


-6. 276 


-49 , 348 


1.00 


68.88 


8 


D 


0 


ATOM 


10458 


CB 


GLU 


D 


173 


— / . 


-5 . 784 


-4 9 . 820 


1.00 


74 .32 


- r 




c 


ATOM 


10459 


CG 


GLU 


D 


173 


-8 . 6^5 


-5.028 


-50 . 438 


1.00 


77.78 


— g- 


D 


c 


ATOM 


10460 


CD 


GLU 


D 


"173 


—8.367 


-4 , 369 


-51 .778 


1,00 


79.58 


— 




c 


ATOM 


10461 


OEl 


GLU 


D 


"173 


-8.700 


-3 . 189 


-51, 939 


1.00 


81.24 


8 


D 


0 


ATOM 


10462 


6e2 


GLU 


D 


173 


-7 ,7 87 


-5 . 059 


-5^ . 660 


1.00 


79.91 


8 


D 


0 


ATOM 


104 63 


N 


ASP 


D 


174 


-5 . 462 


-6. 192 


-47 .439 


1.66 


67.87 


7 


D 


N 


ATOM 


10464 


CA 


ASP 


D 


1^4 


■"■ -4.^27 


-7 . 090 


-46. 674 


1.00 


65.95 


6 


D 


c 


ATOM 


104 65 


C 


ASP 


D 


174 


-3 . 123 


-6 . 943 


-46.713 


1.00 


62.10 


6 


D 


c 


ATOM 


104 Ob 


0 


ASP 


D 


174 


-2.334 


-7 . 872 


-46. 914 


1.00 


61, 40 


8 


D 


0 


ATOM 


■'l t\A 

104 D / 


CB 


ASP 


D 


174 


-5 , 099 


-8 . 524 


-46. 993 


1.00 


68.83 


6 


D 


c 


ATOM 


104 66 


CG 


ASP 


D 


174 


-6.574 


-8 . 602 


-46.57^ 


1.00 71,03 




D 


c 


ATOM 


104 69 


ODl 


ASP 


D 


174 


-7 . 340 


-9 . 085 


-47, 433 


1.00 


72.42 


8 


D 


0 


ATOM 


10470 


\J\JC, 


ASP 


D 


174 


-6. 935 


-8. 172 


-45.461 


1.00 


72.73 


8 


D 


0 


ATOM 


T n /I T 1 


N 


LEU 


D 


175 


-2. 683 


-5 .736 


-46,353 


1.00 


'56.57 


7 


D 


M 


ATOM 


XVH f ^ 


pa 


LEU 


D 


175 


-1,258 


-5. 446 


-46.180 


1, 00 


-51.48 


6 


D 


c 


ATOM 


104 7 3 




LEU 


D 


175 


-0.914 


-5.B15 


-44.7^7 


1.00 


47 .02 


6 


D 


c 


ATOM 




Q 


LEU 


D 


175 


-1.769 


■ -5.696 


-43.860 


1.00 


44.75 




D 


0 


ATOM 




CB 


LEU 


D 


175 


-0. 993 


-3.964 


-46.410 


1.00 


50.96 


6 


D 


c 


ATOM 


XUfI t o 


y^\3 


LEU 


D 


175 


-0, 609 


-3.442 


-47.788 


1.00 


52.21 


-6- 


D 


c 


AAUn 


10477 


CDl 


LEU 


D 


175 


-1.292 


-4.201 


-48.922 


1 , 00 


52.04 


6 


D 


c 




10478 


CD2 


LEU D 175 


-0.927 


-1.954 


-47.911 


1.00 


51.81 


i 


D 


c 


ATOM 


10479 


N 


THR 


0 


176 


0.285 


-6.267 


-44.473 


1.00 


42.90 




D 


N 


ATOM 


10480 


CA 


THR 


D 


17 6 


0. 719 


-6.524 


-43.097 


1.00 


39.89 


6 


D 


c 


ATOM 


10481 




THR 


D 


17 6 


1.125 


-5,182 


-42.483 


1.00 


36.04 


6' 


D 


c 


ATOM 


10482 


O 


THR 


D 


17^ 


1.278 


-4.206 


-43.224 


1.00 


34.63 


8 


D 


0 


ATOM 


10483 


CB 


THR 


D 


176 


1.886 


-7.513 


-43.065 


1.00 


40.48 


6 


D 


c 


ATOM 


10484 


OGl 


THR 


D 


176 


3.057 


-6.912 


-43.640 


1.00 


40.18 


8 


D 


0 


ATOM 


10485 


CG2 


THR 


D 


176 


1.502 


-8.744 


-43.876 


1.00 


42.19 


6 


D 


c 


ATOM 


10486 


N 


VAL 


D 


177 


1.344 


-5.114 


-41.182 


1.00 


34,54 


7 


D 


H 


ATOM 


10487 


CA 


VAL 


D 


177 


1.781 


-3.847 


-40.587 


1.00 


30.48 


6 


D 


C 


ATOM 


10488 


C 


VAL 


D 


177 


3.145 


-3.519 


-41.182 


1.00 


30.04 


€' 


0 


C 


ATOM 


10489 


0 


VAL 


D 


177 


3.452 


-2.370 


-41.487 


1.00 


28,35 


8 


D 


0 


ATOM 


10490 


CB 


VAL 


D 


177 


1.794 


-3.915 


-39.060 


1.00 


29,85 


6 


D 


C 


ATOM 


10491 


CGI 


VAL 


D 


177 


2.378 


-2. 630 


-38.482 


1.00 




„„.. 


D 


C 


ATOM 


10492 


CG2 


VAL 


D 


177 


0.373 


-4 .097 


-38.4^5 


1.00 


30.47 




D 


C 


ATOM 


10493 


N 


ALA 


D 


178 


3.970 


" -4 .563 


-41.375 


1.00 


30.15 


7 


D 


N 


ATOM 


10494 


CA 


ALA 


D 


178 


5.320 


-4 .348 


-41.928 


1.00 


31.81 


6 


D 


C 


ATOM 


10495 


C 


ALA 


D 


178 


5.256 


-3.791 


-43.333 


1.00 


32.58 


6 


D 


C 


ATOM 


10496 


0 


ALA 


0 


178 


^.012 


-2.876 


-43.702 


1. 00 


34,44 


8 


D 


0 


ATOM 


10497 


CB 


ALA 


D 


178 


6.083 


-5.663 


-41.874 


1.00 


33.92 


"6 


D 


C 


ATOM 


10498 


» 


GLU 


D 


179 


4.231 


-4 . 194 


-44 .081 


1.00 


33.31 


7 


D 




ATOM 


10499 


CA 


GLU 


D 


179 


4.101 


-3.741 


-45.469 


1.00 


35.51 


6 


D 


C 


ATOM 


10500 


C 


GLU 


D 


179 


3.647 


-2.290 


-45.4^8 


1.00 


34.21 


6 


D 


C 
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ATOM 10501 O GLU D 179 1.078 -1.477 -46.283 1.00 35.13 8 D O 

RTOM 10502 CB GLO D 179 3.114 -4.553 -46.299 1.00 38.04 6 D C 

ATOM 10503 CG GLO D 179 3.680 -5.739 -47.035 1.00 39.51 6 D C 

ATOM 10504 CD GLU D 179 2.702 -6.883 -47.240 1.00 41.58 6 D C 

ATOM 1Q50S OEl GLU D 179 1.482 -6.794 -46.984 1.00 39.14 6 D O 

ATOM 10506 0E2 GLU D 179 3.236 -7.938 -47.670 1.00 43.14 8 D O 

ATOM 10507 N ILE D IBO 2.739 -2.037 -44.515 1.00 31.76 1 D N 

ATOM 10508 CA ILE D 180 2.244 -0.650 -44.417 1.00 31.34 6 D C 

ATOM 10509 C ILE D 180 3.408 0.257 -44.117 1.00 28.00 ^ D C 

ATOM 10510 O ILE D 180 3.561 1.295 -44.749 1.00 29.47 8 D "o 

ATOM 10511 CB ILE D 180 1.132 -0.5^1 -43.347 1.00 31.25 6 D 

ATOM 10512 CGI ILE D 180 *0.0S3 -1.395 -43.856 1.00 30.90 ^ D C 

ATOM 10513 CG2 ILE D 180 0.723 0 . 872 '-43 . 125 1.00 30.45 6 D C 

ATOM 10514 CDl ILE D 180 -1.211 -1.377 -42.872 1.00 32. Vl 6 D C 

ATOM 10515 N LYS D 181 4.209 -0.079 -43.122 1.00 27.95 7 D M 

ATOM 10516 CA LYS D 181 5.345 0.796 -42.767 1.00 29.79 6 D C 

ATOM 10517 C LYS D 181 ^.367 6.941 -43.884 1,00 3^.84 ^ D C 

ATOM 10518 O LYS D 181 6.854 2.049 -44.14^ 1.00 29.91 8 D O 

ATOM 10519 CB LYS D 181 6.009 0.220 -41.520 1.00 30.37 6 D "c 

ATOM 10520 CG LYS D 181 7.276 0.972 -41.115 1.00 33.25 6 0*^ 

ATOM 10521 CD LYS D 161 7.842 0.2B6 -39.873 1.00 34.20 6 D C 

ATOM 10522 CE LYS D 181 9.064 0.952 -39.345 1.00 34.64 ^ D ' C 

ATOM 10523 NZ LYS D 181 8.984 2.430 -39.295 1.00 34. 7 D N 

ATOM 1QS24 N GLN D 182 6.656 -0.160 -44.599 1.00 34.14 7 D W 

ATOM 10525 CA GLN D 182 7.642 -0.051 -45.691 1.00 37.75 ^ D C 

ATOM 10526 C GLM D 182 7.144 0.763 -46.866 1.00 37.20 6 D C 

ATOM 10527 O GLN D 182 7.859 1.607 -47.441 1.00 39.39 8 0 O 

ATOM 10528 CB GLN D 182 8.043 -1.465 -46.108 1.00 42.71 6 D C 

ATOM 10529 CG GLN D 182 9.019 -1.559 -47.261 1.00 50.12 ^ D C 

ATOM 10530 CD GLN D 182 10.069 -2.632 -46.992 1.00 55.17 6 D C 

ATOM 10531 OEl GLN D 182 11.219 -2.518 -47.449 1.00 57.46 8 D O 

ATOM 10532 NE2 GLN D 182 9.669 -3.668 -46.248 1.00 57.15 7 D N 

ATOM 10533 N ARG D 183 5.943 0.509 -47.352 1.00 35.47 7 D ~W 

ATOM 10534 CA RRG D 183 5.428 1.301 -48.463 1.00 35.49 ^ D C 

ATOM 10535 C ARG D 183 5.366 2.778 -48.098 1.00 35.*>1 j Q C 

ATOM 10536 O ARG D 183 5.853 3.682 -48.790 1.00 35.^6 8 D O 

ATOM 10537 CB ARG D 183 4.073 0.751 -48.888 1.00 35.66 6 D C 

ATOM 10538 CG ARG D 183 4.229 -0.679 -49.398 1.00 37.59 6 D C 

ATOM 10539 CD ARG D 183 3.060 -1.063 -50.293 1.00 41.60 6 D C 

ATOM 10540 NE ARG D 183 3.143 -2.495 -50.568 1.00 44.94 7 D N 

ATOM 10541 CZ ARG D 183 2.307 -3.260 -51.251 1.00 46.50 6 D C 

ATOM 10542 NHl ARG D 183 1.206 -2.823 -51.827 1.00 45.86 ^ D N 

ATOM 10543 NH2 ARG D 183 2.620 -4.555 -51.346 1.00 49.09 7 D ~N 

ATOM 10544 N ALft D 184 4.763 3.027 -46.925 1.00 33.29 7 D "n 

ATOM 1054 5 CA ALA D 194 4.622 4.394 -4 6.4 60 1.00 33.21 6 D C 

ATOM 10546 C ALfl D 184 5.954 5.110 -46.392 1.00 33.23 6 D C 

ATOM 10547 O ALA D 184 6.036 6.275 -46.752 1,00 32.19 8 D "o 

ATOM 10548 CB ALA D 184 3.919 4.400 -45.101 1.00 32.31 6 D "c 

ATOM 1054 9 N ALA D 185 7.010 4.427 -45.959 1.00 34.96 7 D N 

ATOM 10550 CR ALA D 185 8.312 5.069 -45.787 1.00 36.31 6 D "c 

ATOM 10551 C ALA D 185 8.930 5.486 -47.115 1.00 38.37 6 D C 

ATOM 10552 O ALA D 185 9.873 6.273 -47.151 1.00 38.78 8 D O 

ATOM 10553 CB ALA D 185 9.241 4.093 -45.071 1.00 36.45 6 D C 

ATOM 10554 N GLN D 186 8.423 4.923 -48.196 1 . 06 3^.92 7 D 1? 

ATOM 10555 CA GLN D 186 8.935 5.230 -49.522 1,00 39.01 6 D C 

ATOM 10556 C GLN D 186 8.277 6.496 -50.052 1.00 36.96 6 D C 

ATOM 10557 O GLN D 186 8.779 7.142 -50.964 1.00 38. 67 8 0 O 

ATOM 10558 CB GLN D 186 6.730 4.018 -50. 452 1.00 40.43 6 D C 

ATOM 10559 CG GLN D 186 9. 662 2.861 -50.169 1.00 44.37 6 D "c 

ATOM 10560 CD GLN D 186 9.271 1.484 -50.647 1.00 48.12 6 D C 

ATOM 10561 OEl GLN D 186 8.582 1.207 -51.647 1.00 49.16 8 D 6 

ATOM 10562 NE2 GLN D 186 9.737 0.462 -49.900 1,00 48. 6l 7 D N 

ATOM 10563 N SBR D 187 7.146 6.918 -49.481 1.00 31.95 7 D N 

ATOM 10564 CA SER D 187 6.471 8.104 -49.978 1,00 28.76 6 D C 

ATOM 10565 C SER D 187 6.843 9.390 -49.258 1.00 28.48 ^ . D "c 

ATOM 10566 O SER D 187 6.954 9.401 -48.028 1.00 29.18 8 D o 

ATOM 10567 CB SER D 187 4.958 7.806 -49.808 1.00 26.92 ^ D c 

ATOM 10568 OG SER D 187 4.221 8.962 -50.057 1.00 21.11 8 D 6 

ATOti 10569 N GLU D 188 6.852 10.526 -49.930 1.00 27.96 7 D W 

ATOM 10570 CA GLO D 188 7.079 11.812 -49,296 1.00 30.27 6 0 C 

ATOM 1Q571 C GLU D 188 5.772 12.357 -48.708 1.00 28.83 6 D C 

ATOM 10572 0 GLO D 188 5.824 13.418 -48.081 1.00 30.58 8 D O 

ATOM 10573 CB GLU D 188 7.585 12.889 -50.258 1.00 34.51 ^ D c 

ATOM 10574 CG GLU D 188 8.893 12.564 -50.949 1.00 36.64 6 D c 

ATOM 10575 CD GLU D 188 9.124 13.566 -52.070 1.00 39.07 ^ p c 

ATOM 10576 OEl GLU D 188 9.068 14.778 -51.793 1.00 39. 06 8 D Q 

ATOM 10577 0E2 GLU D 188 6.322 13,110 -53.224 1,00 40. 60 8 " p o 

ATOM 10578 N VAL D 189 4.6183 11.^12-48.6^1 1.00 25.73 7 P W 

ATOM 16579 CA VAL D 189 a. 404 12.02*7 -4^.336 1.00 ^3.^^ 6 P C 
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ATOM 11054 CGI ILE D 250 -1.815 13.656 «31.255 1.00 17.10 6 D C 

ATOM 11055 CG2 ILE P 250 -1.263 ' 15.474 -32.841 1.00 1^.28 ^ P C 

ATOM 11056 COl ILE P 250 -1.894 12.502 -32.269 1.00 15.85 g D C 

ATOM 11057 N ASN D -2.266 16.328 -31.428 1.00 17.6^ 7 D W 

ATOM 1105B CA ASM D 2Si -2.^23 19.563 -32.066 1.00 18.71 6 D <!; 

ATOM 11059 C ASN D 251 -3.238 1^.428 -33.430 1.00 19.03 6 P C 

ATOM 11060 0 ASM P 251 -2.767 18.61^ -34.249 1.00 17.37 8 P O 

ATOM 11061 CB ASN P 251 -1.200 20.291 -32.422 1.00 19.71 6 P C 

ATOM 11062 CG ASM P 251 -0.454 20.712 -31.186 1.00 22.41 6 D C 

ATOM 11063 OPl ASN P 2^1 -6.3^1 19.676 -30.283 1.00 21.45 6 P O 

ATOM 11064 MP2 ASN P 251 -0.025 21.985 -31.170 1.00 24.68 7 P M 

ATOM 11065 N ALA P 252 -4.306 20.188 -33.596 1.00 18.22 7 P N 

ATOM 11066 CA ALA P 252 -5.106 20.205 -34.833 1.00 18.66 6 P C 

ATOM 11067 C ALA D 252 -6.016 19.019 -35.036 1.00 18.19 6 P C 

ATOM 11068 O ALA D 252 -6.822 19.054 -35.993 1.00 17.59 8 P "5 

ATOM 11069 CB ALA P 252 -4.252 20.449 -36.083 1.00 16.65 6 P C 

ATOM 11070 N PHE P 253 -6.021 18.040 -34.106 1.00 19.86 *? P N 

ATOM 11071 CA PHE P 253 -6.848 16.862 -34.372 1.00 19.01 6 D C 

ATOM 11072 C PHE P 253 -8.288 17.151 -33.926 1.00 20.40 6 D C 

ATOM 11073 O PHE D 253 -8.427 17. 694 -32.807 1.00 17.01 6 0 0 

ATOM 11074 CB PHE P 253 -6.268 15.622 -33.700 1.00 19.91 ^ P ~ 

ATOM 11075 CG PHE P ^53 -5.206 14.922 -34,569 1.00 21.27 6 P C 

ATOM 11076 CPl PHE P 253 -4.05B 15.547 -34.977 1.00 19.25 6 O ~ 

ATOM 11077 CP2 PHE P 253 -5.424 13.613 -34.955 1.00 21.37 6 P C 

ATOM 11078 CEl PHE P 253 -3.131 14.870 -35.750 1.00 21.75 6 P C 

ATOM 11079 CE2 PHE P 253 -4.503 12.921 -35.735 1.00 23.61 6 P C 

ATOM 11080 CZ PHE D 253 -3.330 13.554 -36.136 1.00 21.50 ^ P ~ 

ATOM 11081 N LYS P 254 -9.266 16.792 -34.758 1.00 17.29 ^ P N 

ATOM 11082 CA LYS D 254 -10.658 17.040 -34.351 1.00 18.24 ^ P C 

ATOM 11083 C LYS P 254 -11.516 15.807 -34.239 1.00 17.27 6 P ~ 

ATOM 11084 O LYS P 254 -12.737 15.934 -34.164 1.00 19.88 B P ~ 

ATOM 11085 CB LYS P 254 -11.319 18.042 -35.346 1.00 18.35 6 D C . 

ATOM 11086 CG LYS D 254 -10.474 19.316 -35.456 1.00 1^.81 6. P C 

ATOM 11087 CP LYS P 254 -10.542 20.177 -34.231 1.00 18.14 6 P C 

ATOM 11088 CE LYS O 254 -11.838 20.911 -34.034 1.00 16.43 ^ P ~ 

ATOM 11089 NZ LYS O 254 -11.792 21.682 -32.753 1.00 17.41 7 D N 

ATOM 11090 N GLY D 255 -11.000 14.606 -34.170 1.00 18.28 7 D N 

ATOM 11091 CA GLY D 255 -11.783 13.398 -34.108 1.00 15.81 6 D C 

ATOM 11092 C GLY D 255 -10.861 12.190 -34.230 1.00 15.79 6 P ~ 

ATOM 11093 O GLY D 255 -9.697 12.279 -34.671 1.00 17.52 8 P ~0 

ATOM 110^4 N VAL D 256 -11.384 11.082 -33.785 1.00 16.19 7 P N 

ATOM 11095 CA VAL P 256 -10.675 9.814 -33.753 1.00 .16.11 6 P C 

ATOM 11096 C VAL P 256 -11.672 8.690 -33.963 1.00 17.01 6 P C 

ATOM 11097 O VAL P 256 -12.814 8.839 -33.514 1.00 15.25 8 P ~ 

ATOM 11098 CB VAL P 256 -9.953 9.754 -32.393 1.00 17.73 j P ~ 

ATOM 11099 CGI VAL P 256 -10.992 9.762 -31.226 1.00 15.33 6 P C 

ATOM 11100 CG2 VAL P 256 -9.145 8.474 -32.325 1.00 16.41 6 P C 

ATOM 11101 N GLU P 257 -11.303 7.586 -34.651 1.00 15.70 7 P ~N 

ATOM 11102 CA GLO O 257 -12.313 6.565 -34.846 1.00 18.49 6 P ~ 

ATOM 11103 C GLU P 257 -11.590 5.221 -34.908 1.00 19.51 6 P C 

ATOM 11104 O GLO O 257 -10.400 5.144 -35.241 1.00 21.03 8 0 O 

ATOM 11105 CB GLO P 257 -13.099 6.944 -36.136 1.00 17.43 6 D C 

ATOM 11106 CG GLO P 257 -12.358 6.540 -37.398 1.00 18.^4 6 P C 

ATOM 11107 CP GLO D 257 -13.145 6.910 -38.666 1.00 23.67 6 D C 

ATOM 11108 OEl GLU D 257 -14.347 7.211 -38.654 1.00 18.94 8 D O 

ATOM 11109 OE2 GLU D 257 -12.453 6.911 -39.710 1.00 26.98 8 P O 

ATOM 11110 N PHE P 258 -12.289 4.185 -34.566 1.00 15.49 7 P N 

ATOM mil CA PHE O 258 -11.721 2.842 -34.527 1.00 20.44 6 P C 

ATOM 11112 C PHE P 258 -12.349 1.879 -35.541 1.00 20.44 6 P ~ 

ATOM 11113 O PHE P 25B -13.553 1.763 -35.567 1.00 18.1^ 8 P 0 

ATOM 11114 CB PHE P 258 -11.883 2.274 -33.131 1.00 18.00 6 P ~ 

ATOM 11115 CG PHE P 258 -11.188 3.160 -32.117 1.00 20.61 6 P C 

ATOM 11116 CPl PHE P 258 -11,805 4.304 -31.626 1.00 20.12 ^ P C 

ATOM 11117 CP2 PHE P 258 -9.892 2.842 -31.723 1.00 19.17 6 P C 

ATOM 11118 CEl PHE P 258 -11.124 5.123 -30.737 1.00 22.26 6 P C 

ATOM 11119 CE2 PHE 0 258 -9.236 3.653 -30.814 1.00 21.11 6 P C 

ATOM 11120 CZ PHE O 258 -9.841 4.796 -30.324 1.00 19.97 6 P ~ 

ATOM 11121 N GLY P 259 -11.510 1.181 -36.278 1.00 20.29 7 P N 

ATOM 11122 CA GLY P 259 -11.967 0.182 -37.272 1.00 22.57 6 P C 

ATOM 11123 C GLY P 259 -12.839 0.866 -38.341 1.00 22.63 6 P C 

ATOM 11124 O GLY P 259 -12.384 1.846 -38.887 1.00 21.08 8 0^ 

ATOM 11125 N LEU P 260 -14.028 0.368 -38.597 1.00 22.25 7 P N 

ATOM 11126 CA LEU P 260 -14.919 1.068 -39.537 1.00 24.00 6 D T 

ATOM 11127 C LEU P 260 -15.173 2.505 -39.073 l.QQ 22.98 6 P C 

ATOM 11128 O LEU P 260 -15.391 3.387 -39.908 1.00 22.54 8 P "o 

ATOM 11129 CB LEO P 260 -16.272 0.343 -39.563 1.00 25.29 6 P C 

ATOM 11130 CG LEU P 260 -16.258 -0.997 -40.307 1.00 26.17 6 P C 

ATOM 11131 CPl LEU D 260 -17.651 -1.593 -40.418 1.00 27.88 6 D C 

ATOM 11132 CP2 LEU P 260 -15.644 -0.859 -41.693 1,00 28.75 6 P "c 
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22. 78 


6 


D 


c 


ATOM 


11365 


0 THR D 288 


-12.219 


-9. 177 


-38. 116 


1.00 


25. 16 


8 


D 


0 


ATOM 


11366 


CB THR D 288 


-14.083 


-9.123 


-40. 977 


1.00 


22.48 




D 


c 


ATOM 


11367 


OGl THR D 286 


-15.139 


-9.286 


-40.007 


1.00 


22.98 


8 


D 


0 


ATOM 


1136d 


CG2 THR D 288 


-14.526 


-9.993 


-42. 196 


1.00 


21.34 


6 


D 


c 


ATOM 


11369 


N ASN D 269 


-11.943 


-7.475 -39.515 


1.00 


21.78 


7 


D 
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RTOM 11370 Cft ASN 



D 289 
D 289 



-11.501 
-12.203 



-6.546 
-5.200 



-38j470_ 
>38.?5T 



l.OO 21.39 



1.00 21.61 



_6 p_ 

6 D 



_C 

^ . 
_c 

_0 

o 



ATOM 



11371 
11372 



ASK 



-11.589 -4.146 -38.451 1.00 2l75T 



ATOM 



ASN D 289 



-38.504 1.00 21.34" 



8 D 

6 O 



ATOM 11373 CB ASW D 289 



-9.982 



-6.435 
-5.7^1 



21.22 



ATOM 11374 CG ASN D 289, 



ATOM 11375 GDI ASN D 289 



■9.422 
-10.045 



■5.761 
-5.106 



-37.251 



-36.203 



1.00 
1.00 



16.31 
18.63 



_8 

7 D 



ATOM 11376 ND2 ASN D 289 



-8.272 . 



ATOM 11377 N ASN D 290 



-37.443 

-13.535 -5.212 -38.705 



1.00 



1.00 19. 



1.00 19.87 



7 D 



RTOM 



11378 
11379 



CA ASN 



D 290 
D 290 



-14.370 -4.042 



-38.723 
-37.^37 



1.00 ig.-Tf" 

-2.091 -37.394 1.00 22.69 



ATOM 



ASN 



ATOM 11380 0 ASN D 290 



-14.318 
-14.3&9 



-3. 318 



_6 D_ 

8 D 



-15.8^7 -4 .4 01 -38.949 
-40.^38 



1.00 18.15 



ATOM 11381 CB ASN 



ATOM 11382 



ATOM 11383 



CG 

■odT 



ASN 



D 290 
D 290 



ASN 



D 290 
b 290" 



-16.024 
-15.450 



-5.030 



-4,503 



-41.28^" 
-40.424 



1.00 



1.00 



21.89 
18.59 



1.00 23.20 



_8 D_ 

7 D 



ATOM 11384 ND2 ASW 



-16.787 -6.114 



ATOM 



ATOM 



11385 _ 
11386 



N 



LEU P 291 



-14.023 -3.994 



CA LEP D 291 



-14.003 -3.310 



-36.270 
-34.955 



-3 4.620 
"133. 586" 



1.00 
1.00 



18.58 
18.34 



l.OO 16. tF 



_6 D_ 

6 D 



Ji 

C 

C 
C 

c 

w 
c 
c 
o 

N 
C 
C 
O 
N 
C 
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O 

c 
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c 

H 
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o 

N 

c 

c 
o 

N 

c 
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o 

N 

c 

c 

0 

c 

c 
ss 
c 

N 

C 

C 

0 

c 

o 

c 

N 

c 

c 

o 

c 



ATOM 



11387 
11388 



LEO D 2 91 



-12.627 
-12.445 



-2.729 
-2.087 



18.73 
17.97 



ATOM 



ATOM 



ATOM 



11389 
11390 



LEU D 291 



CB 

CG 



LEU D 291 



-14.478 -4.238 -33.851 



1.00 
1.00 



LEU D 291 



-15.890 -4.802 -33.953 1.00 17.24" 



ATOM 



11391 
11392 



CDl LEU D 291 



-16.155 -5.896 



-32.925 
-33.813 



1.00 



16.75 
15.72 



6 D 

4> P 



6 D 



ATOM 



CD2 LEU D 291 



-16.962 -3.727 



ATOM 11393 N GLY D 292 



ATOM 11394 CA GLY 



D 292 
D 292 



-11.689 
-10.349 



-2.946 -35.507 



-2.379 



r35.401 
-34.141 



1.00 
l.OO 



14.88 



16.50 
15.08 



ATOM 11395 C GLY 



-9.610 -2.802 



1.00 



-2.032 -33.596 1.00 



6 D_ 

8 D 



ATOM 



11396 
11397 



GLY D 292 



-8.800 
-9.6^3" 



-33.760 1.00 14.28 



ATOM 



N 



GLY D 293 



-4.068 
■4.5^6 



7 D 

^ D 



ATOM 11398 • CA GLY 



D 293 
D 293 



-8.881 
-9.466 



-4.4^4 



-32.64 4 
-31.249 



l.OO 17.13 



17.99 



ATOM 11399 C GLY 



ATOM 11400 0 GLY D 293 



-8.855 -4.816 



-30.237 
-31.126 



1.00 
1.00 



19.98 



18.26 

TOT 



6 D 



ATOM 11401 N PHE D 294 



-10.718 
-11.300 



-4.034 



1.00 



ATOM 



ATOM 



11402 
"11403 



CA PHE D 294 



PHE 



D 294 
P 294 



-12.683 -4.450 



-3.843 -29.810 1.00 



-29.671 
30.522 



1.00 

TToS" 



19.82 
18.20 



"6 D 



ATOM 11404 0 PHE 



ATt^ 



11405 CB PHE P"29T" 



-13.516 -4.144 



-11.488 -2.307 



-29.592 
-29.276 



1.00 
1,00 



19.84 



20.00 
21.39 



"6~^ 
6 D 



ATOM 11406 CG PHB D 294 



-10.173 



-1.672 
-0.995 



-30.267 TTOO 



ATOM 



11407 
11408 



CDl PHE D 294 



-9.459 



-9. 602 -1.838 



1,00 20.75 



6 D 

6 P 



ATOM 



CD2 PHE D 294 



ATOM 114 09 CEl PHE D 294" 



-8.231 -0.417 



-28.019 
-29.978 



1.00 18.15"" 



_6 0_ 

6 P 



ATOM 



11410 
11411 



CE2 PHE 0 294 



-8.355 
-"7.681 



-1.290 



-27.765 
-28.743 



1.00 

Too 



,1.25 
16.78 



ATOM 



ATOM 



C2 PHE D 294 



-0.605 



11412 
-11413 



N 



GLO 



P 295 -12!889 -silOS -28.550 1.00 18.^8 



-14.183 -5.604 -28.140 1.00 19.75* 



7 P_ 

6 O 



ATOM 



CA GLO P 295 



ATOM 11414 C GLD P 295 



-14.366 -5,226 



-26.656 
-25,853 



1.00 19.8^ 



6 P_ 

8 D 



ATOM 



11415 
114i6 



GLU D 2 95 



-13.477 



-5.568 



1.00 



17.17 
21.05 



ATOM 



CB GLU D 2 95 



-14.278 



"-:7.528 
-8.974 



-28.276 1.00 



_6 D_ 

6 D 



ATOM 11417 CG GLU P 295 



-14.245 



•29.757 
-30.046 



1.00 22.85 



ATOM 11418 CD GLU D 295 



ATOM 



ATOM 



-13. 970 



11419. 
11420 



OEl GLU D 295 



-13.738 -9.767 



0E2 GLU 0 295 



-13.887 -9. 303 



-29.13^ 
-31.270 



1 .00 



1.00 
1.00 



22.58 
21.07 



23.96 



'"-'15]397 -4 .439 -26.333 1.00 19."34" 



_8 P_ 

7 P 



ATOM 11421 N GLY 



P 296 

— 5r 



ATOM 11422 CA GLY P 



"-15.596 -4 .112 -24.912 1.00 18.47"" 



J6 0_ 

6 P 



ATOM 11423 C GLY P 296 



-14.458 -3.276 -24.313 1.00 18.96" 



1.00 18 ."75" 



ATOM 114 24 O GLY P 296 



-14.212 
-13.7^^ 



-3.330 



-23,107 
-25.061 



19.99 



8 D 

7 P 



ATOM 114 25 N GLY D 297 
ATOM 11426 CA GLY D 297~ 



ATOM 



11427 
11428 



GLY D 297 



-12.704 
-11.416 



-2.448 
-1.593 



-2.423 



-24,534 
-24.3^6 



1.00 
1,00 



19.93 



1.00 18.56 



_6 D_ 

8 0 



ATOM 



GLY D 297 



-10.434 
-11.446 



' -1.917 -23.830 l."00 



17.59 
17.29 



"7-"D" 



ATOM 11429 M MET P 298 



ATOM 114 30 CA MET 



P 298 
P 296" 



-10.265 -4.539 



-3.666 -24.870 1.00 



-24 .742 
•26.067 



1.00 

"1.00 



16.47 



6 P 

6 P 



ATOM 



ATOM 



ATOM 



11431_ 
11432 



MET 



MET 



11433_ 
11434" 



CB MET 



P 2^8 
P 298 



-9.673 
-10,4,15 



-4,999 



-10.596 



-5.125 
-5.7 66 



-27,029 1.00 



17.30 
17 .69 



-23.898 
22.560 



1.00 



13.05 

14 .39 



_6 D_ 

6 D 



ATOM 



CG MET P 2 98 



-11.292 



-5.510 
-7.170 



-21.724 



1-00 
1.00 



ATOM 



ATOM 



ATOM 



ATOM 



11436 



SE MET P 298 



CE2 MET P 298 



-11.870 



38.45 34 



13.348 -7.677 -22.977 1.00 10. gT" 



11437_ 
11438" 



THR P 299 



CA THR P 299 



-8.373 -5.236 -26.183 1.00 19.88 



-7.753 -5.708 



ATOM 11439 C THR P 299 



-B.200 -7.149 



-27.427 
-27.682 



l.OO, 
1.00 



17.19 g" 



19,36 



-8.100 -7.950 -26.741 1.00 18.12 



_6 D_ 

8 D 



ATOM 11440 O THR D 299 



ATOM 11441 CB THR P 299 



ATOM 



ATOM 



232 



-5.672 -27.353 1.00 19.03" 



11442 
11443 



OGl THR P 299 



CG2 THR D 299 



-5.830 -6.382 -26.165 1.00 15.00 



6 



-5.651 -4.249 -27.303 1.00 16.83 



8 O 

6 P 
"7~0" 



ATOM 



ATOM 



ATOM 



11444 H ASN D 3W 



11445 
11446 



CA ASN D 300 



-8.688 
-9.b90 



-7.448 -28.895 1.00 18.23 



ASN D 300 



-7.977 



-8. 845 
-9.578 



-29.190 1-00 



-29.925 1,00 



18.61 

19.76 



6 P 

6 P 



ATOM 114 4 7 
ATOM 11448 



O 
CB 



ASN P 300 



-8.149 -10.743 -30.279 1.00 19.73" 



ASN P 300 



-10.416 -8.823 -29,996 1.00 17.93" 



_8 P_ 

6 P 



W 5 29 191. 
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ATOM 11449 CG ASN D 300 . -10.261 -8.108 -31>319 1*00 19,00 6 D C 

ATOM 11450 ODl ASW D 300 -9.168 -7 > 691 -31.7^3 1.00 18.22 BP 0 

ATOM 11451 ND2 ASH D 300 -11.387 -8.014 -32.039 1.00 18.38 7 D M 

ATOM 11452 H GLY D 301 -6.812 -8.974 -30.145 1.00 20.10 7 D W 

ATOM 11453 CA GLY D 301 -5.758 -9.724 -30.860 1.00 21.04 6 P C 

ATOM 11454 C GLY D 301 -5.671 -9.418 -32.355 1.00 22.32 6 P C 

ATOM 11455 O GLY D 301 -4.601 -9.684 -32.913 1.00 19.51 8 0 O " 

ATOM 11456 W GLN P 302 -6.719 -8.850 -32.973 1.00 21.18 7 P "n 

ATOM 114^7 CA GLW P 302 -6.5')2 -8.4l5 -34.363 1.00 22,14 6 P C 

ATOM 114^6 C GLW P a02 -&.73^ -7.134 -34.331 1.00 22.58 6 P C 

ATOM 11459 0 GLN P 302 -5.533 -6. 554 -33.272 1.00 21.57 8 0 O 

ATOM 11460 CB GLN 0 302 -7.954 -8.110 -34.968 1.00 21.66 6 P C 

ATOM 114^1 CG GLN 0 302 -8.821 -9.375 -35.006 1.00 21.50 6 D C 

ATOM 11462 CP GLN D 302 -8.185 -10.376 -35.973 1.00 24.60 6 D C 

ATOM 11463 OEl GLN D 302 -7.941 -9.992 -37.122 1.00 26.03 8 D O 

ATOM 11464 NE2 GLW D 302 -7.888 -11.583 -35.510 1.00 25.13 7 P N 

ATOM 11465 N PRO D 303 -5.361 -6.591 -35.477 1.00 22.30 7 P N 

ATOM 11466 CA PRO D 303 -4.603 -5.365 -35.491 1.00 22.52 6 D C 

ATOM 11467 C PRO D 303 -5.469 -4.224 -34.942 1.00 21.65 6 P "C 

ATOM 11468 O PRO D 303 -6.657 -4.158 -35.242 1.00 18.99 8 0 "O 

ATOM 114 69 CB PRO D 303 -4.284 -5.169 -36.967 1.00 23.98 6 P C 

ATOM 11470 CG PRO D 303 -4.257 -6.596 -37.493 1.00 24.16 6 P "C 

ATOM 11471 CP PRO P 303 -5.493 -7.209 -36.821 1,00 22.42 6 P "C 

ATOM 11472 N ILE P 304 -4.644 -3.342 -34.182 1.00 19.52 7 0 M 

ATOM 11473 CA ILE P 304 -5.525 -2.140 -33.712 1.00 21.27 6 0 C 

ATOM ll474 C ILE 0 304 -5.549 -1.212 -34.931 1.00 21.71 6 D C 

ATOM 11475 O ILE D 304 -4.478 -1.047 -35.519 1.00 20.91 8 D ""o 

ATOM 11476 CB ILE D 304 -4.804 -1.407 -32.565 1.00 20.46 6 P C 

ATOM 11477 C61 ILE D 304 -5.034 -2.145 -31.251 1.00 20.67 6 P . "C 

ATOM 11478 CG2 ILB D 304 -5.223 0.050 -32.440 1.00 18.87 6 P C 

ATOM 11479 CPl ILE P 304 -4.145 -1.860 -30.068 1.00 19.49 6 0 "c 

ATOM 11466 W VAL O ^05 -6^706 -0.672 -35.286 1-00 21.78 7 P N 

ATOM 11481 CA VAL P 305 -6.738 0.251 -36.433 1.00 21.09 6 P C 

ATOM 11482 C VAL P 305 -7.439 1.511 -35.948 1.00 20.86 6 0 C 

ATOM 11483 O VAL D 305 -8.629 j-»j64 -35.630 1.00 20.54 8 0 O 

ATOM 11484 CB VAL D 305 -7.531 -0.366 -37.591 1.00 23.27 6 D C 

ATOM 11485 CGI VAL D 305 -7.508 0.513 -38.855 1.00 20.55 6 P C 

ATOM 114 86 CG2 VAL D 305 -7.026 -1.768 -37.916 1.00 22.30 6 D C 

ATOM 11487 N VAL P 306 -6.722 2.613 -35.886 1.00 20,50 7 D N 

. ATOM 11488 CA VAL P 306 -7.296 3.866 -35.421 1.00 19.95 6 P C 

ATOM 11489 C VAL 0 306 -6.971 4.965 -36.409 1.00 19.71 6 P T 

ATOM 11490 Q VAL P 306 -5.862 4.983 -36.997 1.00 19.89 8 P O 

ATOM 11491 CB VAL P 306 -6.859 4.176 -33.972 1.00 20.99 6 O ""C 

ATOM 11492 CGI VAL D 306 -5.336 4.133 -33.894 1.00 21.19 6 0*^ 

ATOM 11493 CG2 VAL D 306 -7.303 5.522 -33.410 1.00 21.12 6- P "C 

ATOM 11494 N ARG P 307 -7.923 5.886 -36.571 1.00 19.99 7 P "n 

ATOM 11495 CA ARG D 307 -7.658 6.998 -37.507 1.00 21.58 6 P "c 

ATOM 11496 C ARG D 307 -7.923 8.297 -36.745 1.00 21.28 6 P ~C 

ATOM 11497 O ARG D 307 -8.777 8.281 -35.834 1.00 20.60 8 P ~0 

ATOM 114^8 CB ARG P 307 -8.513 . 6.985 -38.781 1.00 23.97 6 0 C 

ATOM ll499 CG ARG P ^07 -8.359 5.733 -39.633 1.00 27.06 6 P C 

ATOM 11500 CP ARG P 307 -9.147 5.695 -40.943 1.00 28.03 6 0 

ATOM llSOl NE ARG 0 307 -10.543 5.395 -40.621 1.00 32.15 7 P ~N 

ATOM 11502 CZ ARG 0 307 -10.942 4.123 -40.539 1.00 32.10 6 P C 

ATOM 11503 NHl ARG D 307 -10.094 3.147 -40.794 1.00 32.29 7 P N 

ATOM 11504 NH2 ARG D 307 -12.193 3.914 -40.212 1.00 33.29 7 P W 

ATOM 11505 N GLY 0 308 -7.169 9.327 -37.160 1.00 19.03 7 P H 

ATOM 11506 CA GLY P 308 -7.441 10.619 -36.507 1.00 18.27 6 P C 

ATOM 11507 C GLY D 308 -7.579 11.641 -37.646 1.00 20.21 6 P C 

ATOM 11508 O GLY P 306 -6.833 11.525 -38.630 1.00 20.38 8 P O 

ATOM 11509 N VAL P 309 -8.451 12.631 -37.470 1.00 17.84 7 P N 

ATOM 11510 CA VAL P 309 -8.516 13.662 -38.511 1.00 17.90 6 0 "c 

ATOM 11511 C VAL P 309 -7.773 14.908 -38.033 1.00 18.99 6 D ~C 

ATOM 11512 O VAL O 309 -7.925 15.392 -36.896 1.00 18.83 8 D O 

ATOM 11513 CB VAL D 309 -9.967 14.011 -38.864 1.00 15.89 6 P ~C 

ATOM 11514 CGI VAL P 309 -10.792 14.255 -37.601 1.00 15.36 6 P C 

ATOM 11515 CG2 VAL O 309 -9.964 15.305 -39.715 1.00 19.13 6 P. 

ATOM 11516 N MET O 310 -6.896 15.412 -38.888 1.00 17.83 7 D "n 

ATOM 11517 CA MET D 310 -6.174 16.635 -38.583 1.00 20.12 6 P C 

ATOM 11518 C MET O 310 ■ -6.799 17.765 -39.424 1.00 22.24 6 P "c 

ATOM 11519 O MET P 310 -6.985 17.576 -40.632 1.00 21.00 8 0 O 

A TOM 11520 CB MET D 310 -4.687 16.594 -38.861 1.00 19.52 6 P "C 

ATOM 11521 CG MET O jl6 -3.9^9 II.BI^ -38.404 1.00 19.22 6 0 C 

ATOM 11522 SE MET D 310 -2.295 17.823 -39.541 1.00 39.60 34 P SE 

ATOM 11523 CE2 MET O 310 -1.426 19.049 -38.658 1.00 15.53 6 0 C 

ATOM 11524 N LYS 0 311 -7.249 18.817 -38.764 1.00 21.97 7 P "n 

ATOM 11525 CA LYS O 311 -7.827 19.939 -39.508 1.00 20.87 6 0 C 

ATOM 11S26 C LYS D 311 -6.673 20.631 -40.232 1.00 32.55 6 D "c 

ATOM 11527 O LYS D 3ll -5.515 20.525 -39.805 1,00 25.11 8 D "O 
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ATOM 



ATOM 



11526 
11529 



CB LYS D 311 



CG LYS D 311 



-8.517 
-7.591 



20.897 -38.546 1.00 19.02 



^37.807 

-8.336 22.457 -36.5211 



21.846 



1.00 
1.00 



18.39 
19.86 



6 D 



_C 

_c 
_c 
_c 
_i? 

_N 

_c 
c 
o 
c 
__c 
_c 

_N 

o 

c 
c 
c 

N 
C 
C 

o 
c 
c 
c 

N 

c 
c 
o 
c 
o 

::c 

M 
C 
C 
0 

c 
c 
c 
c 



ATOM 11530 CD LYS D 311 



1.00 
1.00 



,_6 D__ 

6 ' D 



ATOM 11531 CE LYS D 311 



-7.584 
-7.894 



23.754 -3e.245 
24 .284 -34 .880 



21.35 
23.65 



ATOM 11532 N2 LYS D 311 



7 D 



ATOM 11533 N PRO D 3lT 



-6.943 
-d.8§3 



21.48^ -41. ^^12 
^2. 2j9 -41.879 



l.QO 



23. 13 
23.45 



ATQM 11534 CA PRO 



ATOM 11535 C 



PRO 



D 312 
D 312 



1.00 



-5.167 23.127 -40.878 1.00 24.70 6 D 



ATOM 11536 O PRO D 312 



-5.708 23.617 



■39.871 
-42. 924 



1.00 



21. 94 
23. 



8 D_ 

6 D 



ATOM 



ATOM 



11537 CB PRO D 312 

11538 CG PRO D 312 



11539 CD PRO D 312 



-6.634 
-7.979 



23. per 



1.00 



"22.420 -43.098 1.00 24.34 



-8.260 21.69r 



-41.811 
-41.088 



1.00 



24.43 



ATOM 1154 0 N ILE D 313 



-3.690 23.359 



1.00 



27.39 
26.61 



J7 D_ 

6 D 



ATOM 11541 CA ILE D 313 



-3.113 24.286 -40.267 1.00 



ATOM 



ATOM 



11542 
11543" 



ILE D 313 



-3.858 25.618 -40.204 1.00 



ILE 



ATOM 11544_ 



ATOM 11545 



CB 

CGI 



ILE 



D 313 
D 313 



-4 . 251 26.149 -41.228 1,'W 



6 D 



ILE D 313 



-1.748 24.493 -40.982 1.00 



-0.844 23.275 



-40.706 
-40.581 



1.00 
1.00 



26.24 
28.88 



28.81 
28.96 



6 D 

6 D 



ATOM 1154 6 



ATOM 11547 



CG2 
GDI 



ILE D 313 



"-1.670 25.789 



ILE D 313 



0.400 23.348 -41.587 1.00 31.55 6 



ATOM 11548 



PRO D 314 



-3.973 26.240 -39.048 1.00 
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ATOM 11686 CA TYR D 331 -7.629 43-358 -38.470 1.00 51.48 6 D C 

ATOM 11687 C TYR D 331 -7.584 41.945 -3P.998 1.00 52.93 6 D C 

ATOM 11^88 b TYR D 331 -8,26^ 40,991 -38.59a> 1>00 54.08 8 P O 

ATOM 11689 CB TYR D 331 -6.770 43.612 -'i/.4Ub 1.00 57.17 6 D C 

ATOM 11690 CG TYR P 331 -5.58B 44.500 -37.617 1.00 62.39 6 D C 

ATOM 11691 CDl TYR D 3^1 -5.623 45.840 -37.ZJii 1.00 64.69 6 D C 

ATOM 11692 CD2 TYR P 331 -4.409 44.029 -38.183 1.00 63.98 6 P C 

ATOM 11693 CEl TYR P 331 -4.539 46.679 -37.415 1.00 66.24 6 P C 

ATOM 11694 CE2 TYR P 331 -3.315 44.852 -38.371 1.00 65.86 6 P C 

ATOM 11^95 C2 TYR P 331 -3.387 46.178 -37.986 1.00 67.09 6 P C 

ATOM 11^9^ OH TYR P 331 -2.29^3 Qd7 -38 . 175 1.00 68.22 8 D O 

ATOM 11697 N LYS P 332 -^.5^8 41.61^-39.865 1.00 53.65 7 P N 

ATOM 11^98 CA LYS P 332 -6.271 40.466 -40.369 1.00 53.99 6 P C 

ATOM 11699 C LYS P 332 -5.493 39.779 -39.247 1.00 53.02 6 P C 

ATOM 11700 O LYS P 332 -4.958 40.439 -38.334 1.00 50.40 8 0 O 

ATOM 11701 CB LYS D 332 • -5.559 40.612 -41.707 1.00 54.4 9 6 D C 

ATOM 11702 CG LYS P 332 -6.601 41.033 -42.750 1.00 57.57 6 D C 
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ATOM 11714 O THR P 334 -1.123 35.643 -38.434 1.00 41.88 BP O 

ATOM 11*715 CB THR P 334 -0.124 37.871 -36.174 1.00 43.24 6 P C 

ATOM 11716 OGl THR P 334 1.283 37.913 -36.477 1.00 41.00 8 P O 

ATOM 11717 CG2 THR O 334 -0.361 36.652 -35.304 1.00 41.46 6 P C 

ATOM 11718 N VAL P 335 0.629 36.940 -39.095 1.00 45.87 7 P N 

ATOM 11719 CA VAL P 335 1.101 35.843 -39.964 1.00 48.79 6 D C 

A TOM 11720 C VAL P 33^ 2.378 35.330 -39.297 1.00 48.37 6 P C 

AT OM 11721 O VAL P 335 3.313 36.124 -39.178 1.00 47.76 8 P Q 

AT OM 11722 CB VAL P 3^5 1.249 36.229 -41.433 1.00 49.22 6 P C 

ATOM 11723 CGI VAL D 3^5 1.525 34.985 -42.290 1.00 49.47 6 PC 

ATOM 11724 CG2 VAL P 335 0.009 36.941 -41.988 1.00 49.96 6 PC 

ATOEi 11725 N GLU D 33 6 2.329 34,159 -38.658 1.00 48.35 7 P N 

A TOM 1172^ CA GLU P 336 • 3.556 33.617 -38.062 1.00 48.87 6 P "C 

ATOM 11727 C GLU P 336 4.091 32.577 -39.058 1.00 50.03 6 0 "C 

ATOM 11728 O GLU P 336 3.325 32.165 -39.935 1.00 49.23 8 P "o 

■ ATOM 11729 CB GLO D 336 3.342 33.020 -36.685 1.00 48.34 6 P C 

ATOM 11730 CG GLO P 336 2.804 33.974 -35.638 1.00 46.81 6 P C 

AT OM 11731 CP GLD P 336 3.733 35.133 -35.310 • 1.00 46.96 6 P C 

ATOM 11732 OEl GLU P 336 4.^42 34.894 -35.118 1.00 46.25 8 P O 

ATOM 11733 OE2 GLU P 336 3.254 36.293 -35.222 1.00 45.58 BP O 

A TOM 11134 N ARG P 337 5.374 3^.237 -39.010 1.00 49.53 7 P N 

ATO M 11735 CA ARG P 337 5.910 31.245 -39.951 1.00 50.16 6 P "C 

ATO M 11736 C ARG P 3^^ 5.142 29.928 -39.864 1.00 49.15 6 P C 

ATO M 11737 O ARG P 33*7 ■ 4.798 29.591 -38.728 1.00 46.36 8 P O 

ATO M 11738 CB ARG P 337 7.403 31.111 -39.627 1.00 50.00 6 P C 

AT OM 11739 CG ARG P 337 8.150 30.192 -40.575 1.00 50.44 6 P C 

ATOM 11740 CP ARG P 337 9.643 30.155 -40.307 l.QO 50.30 6 P C 

ATOM 11741 ME ARG P 337 9.998 29.891 -38.923 1.00 49.74 7 P W 

A TOM 11742 CZ ARG P 337 11.113 30.221 -38.280 1.00 50.05 6 P C 

ATOM 11743 WHl ARG P 337 12.075 30.886 -38.913 1.00 49.81 7 P W 

A TOM 11744 NH2 ARG P 337 11.298 29.937 -36.986 1.00 47.45 7 P N 

ATOM 11745 N ■ SER P 338 4.857 29.213 -40.926 1.00 47.62 7 P N 

A TOM 11746 CA SER P 338 4.064 27.979 -41.030 1.00 47.62 6 P C 

ATOM 11747 C SER P 338 4.139 27.327 -42.409 1.00 46.88 6 P C 

ATOM 11748 O SER P 338 4.810 27.936 -43.267 1.00 47.61 8 P O 

AT OM 11749 CB SER P 338 2.580 28.304 -40.772 l.QO 47.29 6 P C 

ATO M 11750 OG SER P 338 2.365 28.734-39.430 1.00 46.45 8.P O 

A TOM 11751 W ASP P 339 3.406 26.299 -42.797 1.00 45.42 7 P N 

ATOM 11752 CA ASP P 33^ 3.429 25.620 -44.104 1.00 41.65 6 P C 

AT OM 117^3 C ASP P 339 2.069 25.372 -44.727 1.00 39.42 6 P C 

ATOM 11754 O ASP P 339 1.088 25.539 -43.991 1.00 40.92 8 P O 

ATOM 117^5 CB ASP P 339 4.004 24.240 -43.670 1.00 39.92 6 0 C 

ATOM 11756 CG ASP P 339 5.402 24.323 -43.106 l.OO 38.08 6 P C 

ATOM 11757 OPl ASP P 339 6.141 25.179 -43.641 1.00 37.89 8 P O 

ATOM 11758 0P2 ASP P 339 5.811 23.561 -42.198 1.00 36.54 8 P O 

ATOM 11759 N PRO P 340 1.879 24.962 -45.964 l.OO 38.04 7 P N 

ATOM 11760 CA PRO P 340 0.593 24.596 -46.489 1.00 35.55 6 P "C 

ATOM 11761 C PRO P 340 0.035 23.372 -45.749 l.OO 31.84 6 P C 

ATOM 11762 O PRO P 340 -1.171 23.230 -45.762 1.00 27.00 8 P 0 

ATOM 11763 CB PRO P 340 0.843 24.219 -47.942 1.00 37.28 6 P "c 

ATOM 11764 CG PRO P 340 2.264 23.733 -47.906 l.OO 37.39 6 P "C 
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ATOM 117 67 CA THR D SUT" 



0.260 21.273 -44.553 1.00 26.20 



1. 336 2o!s52 -43.732 1.00 24.5"^ 



ATOM 117 68 C THR D 341 



2.515 2q!643 -44.066 1.00 24.93 8 P' 
-0. 338 20.276 -45.531 1.00 27.40 6 ~ 



ATOM 117 69 O 



THR 



ATOM 11770 ■ CB THR 



P 341 
P 341 



ATOM 11771 OGl THR P 34F 
ATOM 11772 CG2 THR D 341^ 
ATOM 11773 N ALA D 342^ 



-0.892 19.125 -44.859 l.OO 27.27 
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1.66 22.64^ 
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ATOM 117 BO C LEU D 3"T3~ 



14.682 
13.946 



-42.132 1.00 21.19 6 



. ATOM 117B1 



LEU P 343 



0.528 

: 1:^04- 



-41.160 1.00 20.48 
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8 



ATOM 



ATOM 



11782 
11783 



CB LEU P 343 



15.678 



1.00 21.19 



CG LEU P 343 



-2.144 14.530 



1.00 19.11 



-41.912 1.00 17.07" 
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CPl LEU O 34 3 



CP2 LEO P- 343 



-3.031 



ATOM 11786 N PRO P 344" 



-3.001 
1.655 



14.800 
14.267 
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14.374 -43.019 1.00 20.97 
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1.00 19. IT 
1.06 IQ.il 
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6 P 



ATOM 11787 CA PRO P 3"4T' 



2.544 13.233 - 



ATOM 11788 C PRO D 344 



3.232 
3.414 



13.381 
12.392 



-40.731 1.06 Id. 77 



6 P 

6 p 



ATOM 11789 O PRO P 3"44" 



ATOM 



11790 CB PRO O 344 



3.550 13.377 -43.955 
2.735 14.061 -45.033 



1.00 21.17 



1.00 19. 



_6 0_ 

6 P 



ATOM 11791 CG . PRO P 344 



ATOM 11792 CP PRO 



ATOM 11793 W ALA 



P 344 
D 345 



1. 949 15.124 -44.258 1.00 21.46 6 P" 



3,742 14.560 -41.057 1.00 17.00 



ATOM 11794 CA ALA 



P 345 

P 345 



4.588 14.734 -39.775 l.OQ 19.10~ 



14.408 -38.654 1.00 18. 30^ 



J6 P_ 

6 P 



ATOM 11795 C "ALA 



3.375 
3.666 



13.728 -37.698 1.00 19.48 



ATOM 11796 O ALA P 3"TS" 



8 D 

6 P 



ATOM 11797 CB ALA D 345 



4.900 



16.153 
14.63^ 



-39.493 1.00 16. 9T" 



ATOM 117 98 



N 



ALA D 346 



-38.860 



ATOM 11799 CA ALA D 346 



1.110 14.553 -37.e"42 



1.00 18.11 
1.00 16.76" 



0.884 13.053 -37.672 1.00 20.55" 



7 0 

6 P 



ATOM 11800 C ALA 



ATOM 11801 O ALA 



P 346 
P 346 



0. 632 
-0.152 



12.591 -36.532 1.00 18. 3T 



-38.252 1.00 16.12 



ATOM 



11802 CB ALA P 34 6 



15.272 
12,282 



ATOM 11803 W GLY P 347 



0. 935 



-38.774 1.00 17.18 



0.802 10.855 -38.689 1.00 17.92 



ATOM 



11804- CA GLY P 347 



-37.881 l.OQ 19^02 



ATOM 11805 C GLY P 347" 



1.955 



10.240 
9,203 



-37.239 1.00 16.46 8 



ATOM 11806 



GLY P 347 



1.699 
3.178 



l0.7^^ -38.002 1.00 18. 



ATOM 11807 



MET P 348 



4.242 10.268 -37.108 1.00 21.62 



ATOM 11808 CA MET P 34 8 



ATOM 



11809 
11810 



MET 



MET 



P 348 
P 348 



"3.915 10.584 -:^5.635 1.00 20.79 



4.228 9.841 -34.698 1.00 19.35 
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ATOM 



ATOM 



11611 
11812 



CB MET P 34 8 



5.599 10.907 -37.460 



CG 



ATOM 11813 SE 



MET 
MET 



P 348 



6.743 10.687 



P 348 



7.307 8.721 



-36.500 
-36.81^ 



1.00 22.07 
1.00 22.02 



1.00 48.59 34 



6 P 



8.047 -34.881 1.00 20.64 



ATOM 11814 CE2 MET P 378" 



6.680 
3.502 



11.817 -35.338 1.00 18. ST 



_6 P_ 

7 O 



ATOM 11815 N VAL D 34 9 



ATOM 11816 CA VAL D 349 



"3.113 



12.110 -33.941 1.00 17.72"" 



ATOM 11817 



ATOM 11818 O 



VAL 
VAL 



0 349 



11.117 -33.530 1.00 16.92 



P 349 



1.969 10.616 -32.418 1.00 16.26 



-33.816 1.00 16.79" 



8 P 



ATOM 11819 CB VAL P 34 9 



ATOM 11820 CGI VAL D 34 9 



2.601 
2.056 



13.558 
13.894 



-32.439 1.00 13.7S~ 



-34.221 1.00 13. "43" 



6 P 



ATOM 11821 CG2 VAL P 349" 



3.71^' 
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10.854 
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1.00 17.^7" 
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6 P" 



ATOM 11823 CA MET P 350 



9.897 -34.050 



0.533 8.509 -SS.tIT 



1.00 17.88 
1.00 18. 7~ 



ATOM 11824 C MET P 350 



0.108 7.841 -32."78T' 



6 D 

"8— P- 



ATOM 11825 0 MET P 350" 



-1.118 9.779 -35.139 1.00 20.49 



ATOM 1182 6 CB MET P 350 



2'!'309 9.035 -34.484 1.00 17.99 6 



ATOM 11827 CG MET D 350 



~-3.587 8.658 -36.094 l.OQ 36.42 34 



ATOM 11828 SE MET P 350 



7.850 -35.046 1.00 14. 7l" 



ATOM 11829 CE2 MET P SSiT 



-5.033 
1.4^1 



ATOM 11830 N .GLU P 351 



8.019 
6.711 



-34 .495 1.00 16.35 



ATOM 11831 CA GLU P 351 " 



2.101 



-34.. 279 l.OQ 17. 5X 



ATOM 



11832 C GLU P'SST" 



ATOM 11833 O GLU P 351 



2.740 

2.609 



6.702 -32.871 



5.732 -32.129 



1.00 16.73" 
1.00 16. "gT 



8 O 



ATOM 11834 CB GLU P 351 



ATOM 



ATOM 



3.193 6.539 -35.366 



ATOM 11835 CG GLU P 351 



4.130 5.354 -35.008 



1.00 16.09 
1.00 18.24" 



ATOM 11836 CD GLU D 351 



4i^79 4^921 -36.217 1.00 21.10 



ATOM 11837 OEl GLU D 351 
ATOM 



11S38 

"i:i839 



0E2 GLU D 351 



d.075 
4.571 



4.357 -36.015 1.00 20.77 8" 



6 D 

"r-p" 



5.129 -37.378 1.00 21.37 8 



N 



ALA D 352 



3.466 7.743 -32.543 1.00 16.46 



ATOM 1184 0 CA ALA D 352 



4 .158 7.853 -31.255 1.00 17.87 



ATOM 11841 C ALA D 352 
ATOM 



3.203 7.890 -30.078 1.00 18.15" 



11842 
"11843 



ALA D 352 



3.357 7.22i -29.049 1.00 17.95 



CB ALA O 352 



5.016 9.143 -31.322 1.00 15.90" 
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ATOM 11844 N VAL D 353 2.123 8.673 >-30.l90 1.00 18.34 7 D N 

ATOM 11845 CA VAL D 353 1.133 8.76^ -2^.129 1.00 1 7,34 6 D C 

A TOM 1184^ C VAL D 353 0.428 7.427 -28.962 1.00 18.12 6 D C 

ATOM 11847 O VAL D 353 0.248 6.942 -21. BZ/ 1.00 17.00 8 D O 

ATCTi 11848 .CB VAL D 353 . 0.220 9.940 -29.4&b 1.00 20.51 6 D C 

ATOM 11849 CGI VAL D 353 -1.003 9.963 -28.62/ 1.00 21.87 6 D 

ATOM 11850 CG2 VAL D 353 0.981 11.266 -29.403 1.00 19.51 6 D C 

ATO M 11851 N VAL D 354 0.091 6.716 -30.028 1.00 17.50 7 P W 

ATOM 11852 CA VAL D 354 -0.588 5.418 -29.893 1.00 17.63 6 D C 

ATOM 11853 C VAL D 354 0.353 4.452 -29.208 1.00 16.42 6 D C 

ATOM 11854 O VAL D 354 -0.077 3.725 -28.295 1.00 16.88 8 P O 

ATOM 11855 CB VAL D 354 -1.054 4.931 -31.298 1.00 17.50 6 P C 

ATOM 11856 CGI VAL D 354 -1.524 3.501 -31 .227 1.00 18.76 6 P C 

ATOM 11857 CG2 VAL D ^54 -2.199 5.857 -31.774 1 . 00 17 . 95 6 P C 

ATOM 11858 N ALA D 355 1.599 4.364 -29.702 1.00 16.77 7 P N 

ATOM 11859 CA ALA P 355 2.576 3.468 -29.091 1.00 17.48 6 P C 

ATOM 118^0 C ALA P 35^ 2.710 3.735 -27.592 1.00 17.40 6 P C 

ATOM ^11861 O. ALA P 355 2.881 2.833 -gg-^Bl 1.00 18.33 8 P O 

ATOM 11862 CB ALA 0 355 3.988 3.71 8 -29.648 1.00 19.47 6 P C 

ATOM 1186^ N THR P 356 2.687 5.022 -27.221 1.00 15.43 7 P N 

atom" 11864 CA THR P 356 2.886 5.444 -25.857 1.00 16.36 6 P C 

ATOFa 11865 C THR P 356 1.714 4.917 -24 .996 l.QO 16.74 6 P C 

• ATOM il8 6^ O THR P 356 1.998 4.353 -23.926 1.00 17.48 8 P O 

ATO M 11867 CB THR P 2.^4^ 6.^82 -25. 686 l.OQ 15.38 6 D C 

ATOM 11868 OGl THR P ^5^ 4.<}ii 7.449 -26.441 1.00 15.97 8 D 6 

ATOM 11869 CG2 THR P 35^ 3.142 7.455 -24.257 1.00 13.71 6 P C 

ATOM" 11870 N VAL P 357 0-^69 5.182 -25.385 1.00 16.06 7- P W 

ATOM 11871 CA VAL D 357 -0.653 4.673 -24.600 1.00 16.06 6 P C 

ATOM 11872 C VAL D 357 -0.627 3.164 -24.476 1.00 15.53 6 P C 

ATOM 11873 O VAL D 357 -0.951 2.510 -23.481 1.00 14.40 8 P O 

ATOM" 11874 CB VAL D 357 -1.956 5.142 -25.301 1.00 16.40 6 P C 

AT OM 11875 CGI VAL P 357 -3.210 4.452 -24.829 1.00 15.78 6 P C 

A TOFT 11876 CG2 VAL P 35*7 -2.130 6.659 -25.031 1.00 16.28 6. P C 

AfoFr"ll877 N LEU P 358 -0.229- 2.499 -25.573 1.00 17.45 7 P W 

ATOM 11878 CA LEU P 358 -0.155 1.050 -25.612 1.00 19.49 6 P C 

ATOM 11879 C LEU 0 358 0.875 0.528 -24.603 1.00 17.94 6 P C 

ATOM 11880 O LEU P 356 0.665 -0.507 -23.942 1.00 16.49 8 D O 

ATOM 11881 CB LEU P 358 0,186 0.532 -27.004 1.00 22.35 6 P C 

ATOM 11882 CG LEU P 358 -0.920 -0.263 -27.665 1.00 28.99 6 P C 

V , ATOM 11 883 CPl LEU P 358 -1.270 -1.522 -26.660 1.00 28.95 6 0 C 

ATOM 11884 CP^ LEU P 358 -2.187 0.595 -27.612 1.00 26.85 6 P C 

ATOM 1186S W ALA P 35^ 2.674 1.085 -24.684 1.00 15.08 7 Q N 

AT OM 1186^ CA ALA P 359 3.139 0.762-23.746 1.00 16.51 6 0 ^ 

AT0M''"11887 C ALA O 359 2.616 1.061 -22.330 1.00 16.72 6 0 C 

ATOM ll886 O ALA D 359 2.787 0.192 -21.490 1.00 19.59 8 P O 

ATOM 11869 CB ALA D 359 4.362 1.655 -23.935 1.00 16.12 6 P C 

ATOM 1189Q M GLN D 360 1.913 2.179 -22.113 1.00 17.62 7 P N 

atom" 11891 CA GLN P 360 1.397 2.387 -20.747 1.00 17.37 6 P C 

ATOM 11892 C GLN O 360 0.498 1.262 -20.285 1.00 17.53 6 P C 

ATO M 11893 O GLN P 360 0.643 0.820 -19.137 1.00 14.52 8 P O 

AfOtr"'ll894 CB GLN P 3^0 6.732 3.748 -20.556 1.00 19.32 6 P C 

ATOM 11895 CG GLN P 360 1.794 4.895 -20.654 1.00 19.94 6 P C 

ATOM 11896 CP GLN O 360 0.988 6.202 -20.676 1.00 20.57 6 P C 

ATOM 118^7 OEl GLN P 360 0.236 6.497 -21.628 1.00 19.01 g P O 

ATOM 11898 NE2 GLN P 360 1.110 6.970 -19.610 1.00 17.85 7 P N 

ATOM 11899 N GLU P 361 -6.377 0.795 -21.179 1.00 16.77 7 P 1? 

ATOM 11900 CA GLU P 361 -1.355 -0.234 -20.857 1.00 19.63 6 P C 

ATOM 11901 C GLU P 361 -0.639 -1.559 -20.551 1.00 18.13 6 P C 

ATOM" 11902 O GLU P 36l -1.023 -2.255 -19.629 1.00 15.58 8 P O 

ATOM 11903 CB GLU P 361 -2.370 -0.490 -22.003 1.00 IB. 23 6 D C 

ATOM 11964 -CG GLU P 361 -3.614 -1.225 -21.545 1.00 lg.9g 6 D "c 

ATOM 11905 CP GLU P 361 -4.495 -0.468 -20.570 1.00 18.77 6 P C 

ATOM 11906 OEl GLU P 361 -4.543 0.774 -20.588 1.00 19.99 8 P O 

ATOM 11907 OE2 GLU D 361 -5.150 -1.064 -19.676 1.00 18.93 8 P O 

ATOM 11908 N ILE D 362 0.361 -1.899 -21.356 1.00 20.93 7 ■ P N 

ATOM 11909 CR ILE D 362 1.164 -3.103 -21.154 1.00 18.96 6 P C 

ATOM 11910 C ILE P 362 1.870 -3.101 -19.810 1.00 18.60 6 P C 

ATOM 11911 O ILE 0 3^2 1.895 -4.136 -19.128 1.00 17.88 6 P O 

ATOM 11912 CB ILE P 362 2.177 -3.287 -22.320 1.00 19.07 6 P C 

ATOM 11913 CGI ILE P 362 1.368 -3.713 -23.545 1.00 18.19 6 P C 

ATOM 11914 CG2 ILE P 3^2 3.247 -4.356 -22.057 1.00 19.27 6 P C 

ATOM 11915 CPl ILE P 362 2.086 -3.411 -24.856 1.00 18.20 6 P C 

ATOM 11916 N LEU P 363 2.427 -1.950 -19.415 1.00 18.08 7 P N 

ATOM 11917 CA LEU P 363 3.151 -1.835 -18.163 1.00 19.78 6 P C 

ATOM 11918 C LEU P 363 2.205 -1.925 -16.979 1.00 20.74 6 P C 

ATOM 11919 O LEU P 3^3 2.540 -2.508 -15.960 1.00 19-82 8 0 O 

ATOM 11920 CB LEU P 363 3.973 -0.544 -18.087 1.00 18.95 6 P C 

ATOM 11921 CG LEU D 363 5.075 -0.564 -19.159 1.00 19.32 6 0 C 

ATOM 11922 CPl LEU P 363 5.710 0.800 -19.273 1.00 19.59 6 P C 
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ATOM 11923 CD2 LEU D 363 6.113 -1.661 -18.975 1.00 15>24 6 D C 

ATOM 11924 N GLU D 364 0.952 -1.502 -17.213 1.00 20.82 7 D W 

ATOM 11925 CA GLU D 364 -0.013 -1.635 -16.133 1.00 19.56 6 D C 

ATOM 11926 C GLa D 364 >0.539 -3.064 -16.067 1.00 17.92 6 D C 

ATOM 11927 0 GLO D 364 -0.64 0 -3.638 -14.978 1.00 16.35 8 D "O 

ATOM 11928 CB GLO D 364 -1.129 -0.620 -16.386 1.00 21.12 6 D "C 

ATOM 11929 CG AGLD D 364 -0.802 0.805 -15.948 0.50 22.05 ' 6 D C 

ATOM 11930 CG BGLD D 364 -2.406 -0.789 -15.639 0.50 21.93 6 D C 

ATOM 11931 CD AGLU D 364 -1.818 1.813 -16.460 O.SO 23.60 6 D C 

ATOM 11932 CD BGLU D 364 -3.507 0.174 -16.057 0.50 22.55 6 D C 

ATOM 11933 OEIAGLU D 364 -2.908 1.416 -16.944 0.50 23.47 8 D "O 

ATOM 11934 0E1B6LU D 3^4 -3.362 1.235 -16.650 O.SO 22.19 8 D O 

ATOM 11935 OE2AGL0 D 364 -1.523 3.021 -16.409 0.50 24.05 8 D "o 

ATOM 11936 0E2BGLD D 364 -4.644 -0.199 -15.743 0.50 24.41 8 D 

ATOM 11937 N LYS D 365 -0.760 -3.708 -17.199 1.00 16.73 7 D "w 

ATOM 11938 CA LYS D 365 -1.325 -5.056 -17.115 1.00 17.93 6 D C 

ATOM 11939 C LYS D 365- -0.314 -6.075 -16.589 1.00 18.46 6 D "C 

ATOM 11940 O LYS D 365 -0.736 -6.997 -15.895 1.00 19.62 8 P "O 

ATOM 11941 CB LYS D 365 -1.888 -5.526 -18.464 1.00 16.31 6 D C 

ATOM 11942 CG LYS D 365 -2.409 -6.948 -18.497 1.00 17.43 6-0 C 

ATOM 11943 CD LYS D 365 -3.299 -7.189 -19.718 1.00 19.01 6 D "C 

ATOM 11944 CE LYS D 365 -3.615 -8.677 -19.888 1.00 19.53 6 D C 

ATOM 11945 NZ LYS D 365 -4.082 -9.280 -18.592 1.00 20.26 7 D "n 

ATOM 11946 M PHE D 0.949 -5.^81 -lg.^^6 1.66 1^.6^ 7 D N 

ATOM 1X^41 CA PHE D j^g 1.927 -1 ,66B -1^.^43 1.00 16.3^ ^ D C 

ATOM 11948 C PHE D 366 3.023 -6.619 -15.671 1.00 19.60 6 D C 

ATOM 11949 0- PHE D 366 3.445 -5.486 -15.652 1.00 18.87 8 D O 

ATOM 11950 CB PHE D 366 2.620 -7.496 -17.951 1.00 16.72 6 D 

ATOM 11951 CG PHE D 366 1.704 -6.017 -19.030 1.00 16.37 6 D C 

ATOM 11952 CDl PHE D 366 1.380 -7.220 -20.121 1.00 14.32 6 D C 

ATOM 11953 CD2 PHE P 366 1.147 -9.302 -18.917 1.00 16.99 6 P C 

ATOM 11954 CEl PHE D 366 0.527 -7.659 -21.123 1.00 14.05 6 P C 

ATOM 11955 CE2.PHE D 366 0.272 -9.735 -19.940 1.00 16.84 6 P "c 

ATOM 11956 CZ PHE D 366 0.005 -8.951 -21.023 1.00 14.03 6 D C 

ATOM 11957 N SER D 367 3.543 -7.591 -14.903 1.00 18.80 7 D N 

ATOM 11958 CA SER D 367 4.690 -7.329 -14.022 1.00 19.77 6 D "c 

ATOM 11959 C SER P 367 5.752 -6.674 -14.916 1.00 18.59 6 D 

ATOM 11960 O SER P 367 6.065 -7.254 -15.946 1.00 16.12 8 D 

ATOM 11961. CB SER P 367 5.262 -8.630 -13.434 1.00 18.4 6 6 P "C 

ATOM 11962 OG SER P 367 4.228 -9.395 -12.825 1.00 18.08 8 P O 

ATOM 11963 N SER P 368 6.234 -5.511 -14.519 1.00 18.68 7 P ~N 

ATOM ll964 CA SER P 368 V,136- -4.809 -15.403 1.00 19.40 6 D C 

ATOM 11965 C SER P 368 8.103 -3.867 -14.717 1.00 19.32 6 P C 

ATOM 11966 O SER D 368 8.394 -2.801 -15.295 1.00 20.43 8 D O 

ATOM 11967 CB SER P 368 6.225 -4.088 -16.427 1.00 17.52 6 P C 

ATOM 11968 ■ OG SER P 368 5.373 -3.168 -15.713 1.00 19.87 8 P O 

ATOM 11969 N ASP P 369 8.637 -4.227 -13.558 1.00 18.36 7 P N 

ATOM 11970 CA ASP P 369' 9.708 -3.418 -12.948 1.00 17.88 6 P ""c 

ATOM 11971 C ASP P 369 10.948 -3.518 -13.822 1.00 16.71 6 P "c 

ATOM 11972 O ASP P 369 11.832 -2.640 -13.845 1.00 15.38 8 D "o 

ATOM 11973 CB ASP D 369 10.087 -3.899 -11.514 1.00 19.79 6 D C 

ATOM 11974 CG ASP P 369 9.076 -3.439 -10.468 1.00 21.79 6 D C 

ATOM 11975 ODl ASP P 369 8.980 -3.947 -9.333 1.00 21.63 8 D O 

AT OM 11976 OD2 ASP D 369 8.370 -2.452 -10.794 1.00 23.09 BP O 

ATOM 11977 W ASM D ll.68b -4.^46 -14.fel^ 1.66 H .^6 7 0 U 

ATOM 11978 CA ASM D 370 12.228 -4.897 -15.385 1.00 16.45 6 D "c 

ATOM 11979 C ASN D 370 11.826 -5.648 -16.648 1.00 17.83 6 D "C 

ATOM 11980 O ASN D 370 10.814 -6.347 -16.714 1.00 17.02 BP 0 

ATOM 11981 CB ASN D 370 13.374 -5.585 -14.651 1.00 17.04 6 P C 

ATOM 11982 CG ASN D 370 12.^70 -6.936 -14.104 1.00 17.48 6 P C 

ATOM 11983 ODl ASN D 3*70 12.772. -7.837 -14.887 1.00 17.69 8 D O 

ATOM 11984 ND2 ASN D 370 12.764 -7.107 -12.808 1.00 16.94 7 D N 

ATOM 11985 N LEU D 371 12.702 -5.622 -17.667 1.00 17.65 7 D N 

ATOM 1198 6 CA LEU P 371 12.354 -6.165 -18.982 1.00 18.22 6 P C 

ATOM 11987 C LEU D 371 12.185 -7.665 -18.964 1.00 18.50 6 P C 

ATOM 11988 O LEU D 371 11.255 -8.228 -19.522 1.00 19.61 8 D O 

ATOM 11989 CB LEU D 371 13.363 -5.701 -20.043 1.00 19.74 6 D C 

ATOM 11990 CG LEU D 371 12.969 -6.049 -21.494 1.00 21.22 6 P "c 

ATOM 11991 CDl LEU P 371 11.666 -5.354 -21.914 1.00 19.84 6 P C 

ATOM 11992 CP2 LEO P 371 14.032 -5.643 -22.509 1.00 19.70 6 P "C 

ATOM 11993 N GLO P 372 13.116 -8.339 -18.303 1.00 19.36 7 P W 

ATOM 11994 CA GLU P 372 13.083 . -9.780 -18.166 1.00 21.75 6 P C 

ATOM 11995 C GLU D 372 11.735 -10.219 -17.623 1.00 20.78 6 D C 

ATOM 11996 O GLU D 372 11.106 -11.056 -18.286 1.00 19.91 8 D "o 

ATOM 11997 CB GLU D 372 14.238 -10.248 -17.269 1.00 24.51 6 0 C 

ATOM 11998 CG GLU D 372 14.477 -11.755 -17.239 1.00 30.41 6 P C 

ATOM 11999 CD GLU D 372 15.776 -11.974 -16.464 1.00 32.07 6 P C 

ATOM 12000 OEl GLO D 372 15.647 -12.042 -15.238 1.00 33.89 8 P 0 

ATOM 12001 0E2 GLU D 37^ 16.898 -11.994 -17.007 1.00 34.96 8 P O 
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AT OM 12002 N GLU D 373 11.300 -9.718 -16.469 1.00 18.61 7 D M 

ATO M 12003 CA GLU D 373 10.004 -10.248 -15.986 1.00 20, IQ 6 D C 

AT OM 12004 C GLU D 373 8.867 -9.863 -16.927 l.OQ 17.35 6 D C 

ATO M 12005 0 GLU D 373 7.859 -10.572 -16.993 1.00 17.09 8 D 0 

AT OM 12006 CB GLU D 373 9.679 -9.829 -14.533 1.00 20.01 6 D C 

AT OM 12007 CG GLU D 373 9.607 -8.319 -14.297 1.00 20.70 6 D C 

A TOM 12008 CD GLU D 373 9.383 -7.910 -12.850 1.00 22,79 BP "C 

AT OM 12009 DEI GLU D 373 8.719 -6.865 -12.574 1.00 22.63 g D 0 

ATO M 12010 0E2 GLU D 373 9.913 -8.548 -11.903 1.00 20.68 8 D O 

ATO M 12011 N LEU D 374 8.918 -8.676 -17.520 1.00 16.70 7 D M 

ATOM 12012 CA LEU D 374 '^.Sei -8.284 -18.446 1.00 16.92 6 D C 

ATO M 12013 C LEO D 374 7.740 -9.192 -19.658 1.00 16.42 6 D "C 

AT OM 12014 0 LEO D :^74 6.667 -9.624 -20.062 1.00 15.47 8 D O' 

ATOM 12015 CB LEO D 374 6.174 -6.851 -18.944 1.00 17.19 6 D C 

A TOM 12016 CG LEU D 374 7.185 -6.340 -20.004 1.00 18.76 6 D C 

ATOM 12017 CDl LEO D 374 5.742 -6,461 -19.543 l.QO 14.72 6 D C 

ATOM 12018 CD2 LEU D 1^74 7.576 -4.899 -20.340 1.00 18.82 6 D "C 

ATOM 12019 N LYS D 375 8.919 -9.454 -20.274 1.00 17.20 I D W 

ATOM 12020 CA LYS D 375 6.989 -10.364 -21.400 1>00 18.85 6 P C 

Atom 12021 c lys d 375 8.494 -11.733 -20.944 1.00 19.42 6 p c 

ATOM 12022 Q LYS D 375 7.680 -12.312 -21.670 l.QO 19.79 8 P O 

AT OM 12023 CB LYS D 375 10.405 -10.513 -22.012 1.00 20.12 6 P C 

AT OM 12024 CG LYS D 375 10.732 -9.320 -22.658 1.00 23.88 6 D C 

ATOM 12025 CD LYS D 375 l^.l'^S -9.099 -23.260 1.00 27.15 6 D C 

ATOM 12026 CE LYS D 375 1^.7^^ -10.247 -24.073 1.00 32.41 6 D C 

ATOM 12627 NZ LYS D 375 13.920 -9.683 -24.867 1.00 37.21 7 P M 

ATOM 12028 N GLN D 376 8.878 -12.174 -19.773 1.00 20.56 7 P W 

ATOM 12029 CA GLN D 37^ 8.354 -13.433 -19.244 1.00 21.92 6 P C 

ATOM 1^030 C GLN D 376 6.842 -13.370 -19.075 1.00 20.39 6 P C 

ATOM 1^031 O GLN D 376 6.134 -14.287 -19.498 1.00 19.29 6 P O 

ATOM 12032 CB GLN D 376 9.072 -13.769 -17.918 1.00 23.39 6 P C 

ATOM 12033 CG GLN D 376 10.411 -14.437 -18.123 1.00 28.73 6 D C 

AToFl — 12034 CP GLN D 376 11.396 -14.370 -16.977 1.00 32.21 6^ D C 

• ATOM 12035 OEl GLW P 376 11.256 -13.753 -15.909 1.00 34.09 8 D O 

ATOgj — 12036 WE2 GLN P 376 12.579 -14.967 -17.210 1.00 33.55 7 D W 

AT OM 12037 N ALA D 377 6.316 -12.321 -18.425 1.00 18.29 7 P N 

ATOM 12038 CA ALA D 377 4.882 -12.165 -18.228 1.00 18.70 6 P' C 

ATOM — 12039 C ALA P 377 4.066 -12.173 -19.519 1.00 19.01 6 P C 

ATOM 12040 O ALA D 377 3.060 -12.888 -19.663 1.00 17.21 8 D O 

ATOM 12041 CB ALA D 377 4.582 -10.909 -17.398 1.00 15.71 6 D C 

"atom 12042 N VAL P 378 • 4.592 -11.511 -20.545 1.00 19.72 7 D N 

ATOM — 120 43 CA VAL P 378 3.928 -11.441 -21.839 1.00 18.52 6 D C 

AT OM 12044 C VAL P 3.938 -12.790 -22.557 1.00 20.28 6 D C 

ATOM 12045 O VAL D 378 2.890 -13.214 -23.057 1.00 18.55 8 D O 

ATOM 1204^ CB VAL D 378 4.483 -10.302 -22.697 1.00 18. j6 6 D C 

ATOM 12047 CGI VAL D 378 3.848 -10.303 -24.083 1.00 18.58 6 P C 

ATOM 12048 CG2 VAL D 378 4.161 -8.947 -22.048 l.OQ 17.15 6 P C 

ATOM 12049 N ALA D 37 9 5.044 -13.505 -22.508 1.00 21.06 7 P U 

AT OM 12050 CA ALA D 379 5.091 -14.834 -23.162 1.00 20.88 6 P C 

ATOM 12051 C ALA D 37^ 4.083 -15.749 -22.518 1.00 20.99 6 P C 

ATOM — 12052 O ALA D 379 ' 3.421 -16.580 -23.171 1.00 21.19 8 P O 

A T^4 — 12053 CB ALA P 379 6.519 -15.428 -23.017 1.00 16.31 6 P C 

ATCT4 — 12054 W LYS D 380 4.082 -15.759 -21.176 1.00 22.63 7 D N 

ATOM 1205^ CA LYS D 380 3.167 -16.619 -20.421 1.00 23.55 6 P C 

ATOM 12056 C LYS D 360 1.717 -16,277 -20.761 1.00 22.49 6 P C 

ATOM 12057 O LYS D 380 0.899 -17.169 -20.946 1.00 20.85 8 P O 

ATOM — 12058 CB ■ LYS D 380 3.406 -16.519 -18.900 1.00 27.00 6 D C 

ATO M 12059 CG LYS D 366 2.521 -17.437 -18.058 l.OQ 29.45 6 P C 

AfO?5 — 120 60 CP LYS P 380 2.890 -17.447 -16.597 1.00 30.15 6 D C 

AT OM 12061 CE LYS P 386 2.053 -16.715 -15.590 1.00 33.49 6 D C 

ATO M 120^2 NZ LYS P 380 . 0.658 -17.128 -15.313 l.OQ 30.56 7 D N 

ATOM 12063 N HIS P 381 1.370 -14.988 -20.783 l.QO 19.46 7 D N 

ATOM 12064 CA HIS D 381 0.028 -14.565 -21.149 1.00 19.27 6 D C 

ATOM 12065 C HIS D 381 -0.285 -14.937 -22.585 1.00 19.75 6 D C 

"atom 12066 O HIS D 381 -1.398 -15.388 -22.823 l.QO 19.99 8 - P O 

ATOM 12067 CB HIS D 381 -0.050 -13.026 -20.944 1.00 20.84 6 D C 

AT OM — "12068 CG HIS D 381 -1.419 -12.578 -21.398 1.00 22.93 6 P C 

ATOM 1206^ NPl HIS D 381 -2.511 -12.773 -20.588 1.00 22.39 7 D N 

ATOM 12070 CD2 HIS D 381 -1.843 -11.975 -22.519 1.00 20.38 6 P C 

AToFi 12071 CEl HIS D 381 -3.582 -12.285 -21.210 1.00 23.78 6 P C 

ATOM 12072 NE2 HIS D 381 -3.201 -11.819 -22.358 1.00 23.15 7 D N 

ATOM 12073 N ARG D 382 0.636 -14.843 -23.536 1.00 19.08 7 P N 

ATOM 12074 CA ARG D 382 0.329 -15.254 -24.904 1.00 21.03 6 D C 

ATOM 12075 C ARG D 382 0.152 -16.783 -25.016 1.00 21.69 6 D C 

ATOM 12076 O ARG D 382 -0.783 -17.179 -25.692 1.00 22.42 8 D 0 

ATOM 12077 CB ARG P 382 1.401 -14.831 -25.898 1.00 21.85 6 D C 

ATOM 12078 CG ARG D 382 1.438 -13.359 -26.246 1.00 22.76 6 P C 

ATOFl 12079 CP ARG D 382 2.739 -12.982 -26.940 1.00 22.59 6 P C 

ATOM 12080 WE ARG D 382 2.589 -11.650 -27.531 1.00 24.96 7 P W 
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ATOM 12161 N5 WCQ S 3 3.430 40.963 -2.655 1.00 41.19 7 S N 

ATOM 12162 H6 NCO S 3 0.956 40.863 -1.4l2 1.00 41.44 7 S N 

ATOM 121^3 CO NCO S 4 -25.533 29.155 Z.57B 1.00 39.72 27 S "CO 

ATOM 12164 HI WCQ S 4 -23.771 29.034 1.705 1.00 39.81 7 S W 

ATOM lSl65 N2 NCO S 4 -26.309 28.679 U.851 1.00 42.77 7 S N 

ATOM 12166 N3 NCO S 4 -25.607 31.073 '^.138 1.00 41.75 7 S N 

■ ATOM 12167 N4 NCO S 4 -24.721 29.673 4.260 1.00 40.68 7 S N 

ATOM 121^8 W5 NCO S 4 -25.440 27.284 3.086 1.00 41.58 7 S N 

ATOM 12169 N6 NCO S 4 -27.342 29.289 3.303 1.00 41.29 7 S N 

ATOM 12i70 CO NCO S 5 -21.6^9 14.716 -44.134 1.00 52.82 27 S "CO 

ATOM 12171 Nl NCO S 5 -19.775 14.42d -44.502 1.00 52.30 7 S N 

ATOM 12172 N2 NCO S 5 -22.120 13.667 -45.725 1.00 53.14 7 S N 

ATOM 12ll3 M3 NCO S 5 -21.632 16.326 -45.226 1.00 53.81 7 S N 

ATOM 12174 N4 NCO S 5 -21.21^ 15.747 -42,562 1.00 53.89 7 S N 

ATOM i^l'^^ N^ NCO S 5 -21.697 13.088 r43.082 1.00 53.67 7 3 N 

ATOM 1217^ N6 NCO S 5 -23.583 14.992 -43.806 1. 00 53.80 7 S N 

' ATOM 12177 CO NCO 3 6 -15.002 5.575 -4 6.612 1.00 48.33 27 S CO 

ATOM 121*78 in NCO S 6 -13.271 5.470 -47.534 1.00 47.28 7 S . «i 

ATOM 12l'?9 N2 NCO S 6 -15.685 6.613 -48.132 1.00 47.30 7 S N 

ATOM 12180 N3 NCO S 6 -14.435 7.228 -45.754 1.00 47.26 7 S N 

ATOM 12181 N4 NCO S 6 -14.302 4.510 -45.161 1.00 47.85 7 S "N 

ATOM 12182 N5 NCO 5 6 -15.556 3.918 -47.481 1.00 47.46 7 S N 

ATOM 12183 N^ NCO S 6 -16.753 5.778 -45.775 1.00 47.69 7 3 N 

ATOM 12184 CO NCO S 7 22.010 -17.755 -9.605 1.00 80.79 27 3 CO 

ATOM 12185 Nl NCO S 7 21.650 -17.961 -11.719 1.00 80.58 7 S N 

ATOM 1218^ N2 NCO S 7 ' 23.899 -17.492 -10.220 1.00 80.61 7 S "N 

ATOM 12187 N3 NCO S 7 22.324 -19.695 -9.690 1.00 80.58 7 S ^ 

ATOM 12188 N4 NCO S 7 20.131 -18.032 -9.435 1.00 80.14 7 S N 

ATOM 12189 N5 NCO S 7 21.723 -15.844 -9.951 1.00 80.18 7 5 N 

ATOM 12190 N6 NCO S 7 22.408 -17.603 -7.900 1.00 80.72 7 5 N 

ATOM 12191 CO NCO S 8 -22.044 37.439 8.773 1.00 73.72 27 S CO 

ATOM 12192 Nl NCO S 8 -20,470 37.771 7.648 1.00 73.98 7 3 N 

ATOM 12193 N2 NCO S 8 -23.073 37.020 7.172 1.00 74.39 7 S N 

ATOM 12194 N3 NCO S 8 -22.516 39.319 8.606 1.00 74.51 7 3 N 

ATOM 1219^ N4 NCO S 8 -20.997 37.859 10.356 1.00 74.45 7 S "N 

ATOM 1219^ N5 NCO S 8 -21.564 35.557 8.922 1.00 73.87 7 5 H 

ATOM 12197 NCO S 8 -23.618 37.137 9.878 1.00 74.69 7 5 N 

ATOM 12198 CO NCO 5 9 -B.174 -25.768 -21,367 1.00 26.91 27 S CO 

ATOM 121^9 Nl NCO 3 9 -7.276 -27.245 -22.334 1.00 26.69 7 3 N 

ATOM 12200 N2 NCO S 9 -6.625 -24.622 -21.634 1.00 26.70 7 3 "n 

ATOM 12261 N3 NCO S 9 -7.306 -26.378 -19.720 1.00 25.02 7 3 N 

ATOM 12202 N4 WCQ S 9 -9.688 -26.935 -21.033 1.00 27.66 7 S N 

ATOM 12203 N5 MCO 5 9 -8.957 -25.164 -23.033 1.00 29.06 7 5 N 

ATOM 12204 N6 NCO S 9 -9.106 -24.362 -20.407 1.00 28.71 7 5 N 

ATOM 12516 NA lUM T 1 -6.969 18.829 -30.755 1.00 25.31 11 T NA 

ATOM 12511 NA lUM T 2 -16.581 1.796 -26.993 1.00 27.86 11 T NA 

ATOM 12512 NA TOM T 3 12.095 7.286 3.912 1.00 22.01 11 T NA 

ATOM 12513 NA lUM T 4 -5.720 12.561 11.307 1.00 22.85 11 T NA 

AT^3 — 12206 CI ETG 0 1 15.861 -10.557 -0.217 1.00 29.66 6 0 C 

ATOM 1 220-/ ETC V -1 16.737 -^.520 6.479 1.00 30.67 6 U C 

ATOM 12208 OHl ETG 0 1 15.291 -11.48!^ 0. 698 1.00 34.73 8 U O 

ATOM 12209 OH2 ETG 0 1 16.096 -8.504 1.172 1.00 25.72 8 0 "O 

ATOM 12210 CI ETG U 2 -11.086 30.403 11.348 1.00 27.91 6 0 C 

ATOM 12211 C2 ETG U 2 -11.266 29.022 11.977 1.00 29.30 6 0 "c 

ATOM 12212 OHl ETG U 2 -10.057 31.186 11.854 1.00 29.87 8 U "O 

ATOM 12213 0H2 ETG U 2 -10.162 28.409 12.581 1.00 23.23 8 0 "O 

ATOM 12214 CI ETG O 3 -14.034 35.319 -25.697 1.00 32.62 6 0 C 

ATOM 12215 C2 ETG U 3 -13.841 33.859 -26.095 1.00 33.22 6 0 C 

ATOM 12216 OHl ETG 0 3 -15.351 35.444 -25.177 1.00 32.18 8 0 O 

ATOM 12217 0H2 ETG U 3 -13.326 33.628 -27.370 1.00 26.32 8 0 O 

ATOM 12218 CI ETG U 4 -7.992 -14.686 -28.244 1.00 26.83 6 0 "c 

ATOM 12219 C2 ETG U 4 -9.417 -14.334 -28.713 1.00 26.49 6 0 "c 

ATOM 12226 OHl ETG U 4 -7.115 -14.840 -29.323 1.00 28.63 8 0 "O 

ATOM 12221 OH2 ETG U 4 -9.508 -13.059 -29.329 1.00 20.29 8 0 O 

ATOM 12222 Cl ETG U 5 -11.800 6.520 -6.843 1.00 31.85 6 0 "C 

ATOM 12223 C2 ETG U 5 -12.486 6.870 -8.178 1.00 31.62 6 0 "c 

ATOM 12224 OHl ETG O 5 -10.411 6.899 -6.909 1.00 35.12 8 0 "o 

ATOM 12225 0H2 ETG 0 5 -11.639 7.814 -8.874 1.00 33.31 8 0 O 

ATOM 1222^ Cl ETG O 6 -7.338 -6.276 -11.285 1.00 3B.86 6 0 "C 

ATOM 12227 C2 ETG O 6 -7.043 -5.459 -12.587 1.00 38.20 6 0 "c 

ATOM 12228 OHl ETG U 6 -8.706 -6.669 -11.379 1.00 39.06 8 0 "O 

ATOM 12229 0H2 ETG U 6 -8.146 -5.854 -13.443 1.00 39.05 8 0 "o 

ATOM 12230 Cl ETG P j 3.^23 13.6l7 -12.869 1.00 28.85 6 U C 

ATOM 12231 C2 ETG O 7 3.399 13;^78 -14.367 1.00 29.74 6 0 "c 

ATOM 12232 OHl ETG U j 2.392 13.348 -12.178 1.00 30.96 8 0 "o 

ATOM 12233 0H2 ETG 0 7 2.370 12.388 -14.489 1.00 33.32 6 0 "o 

ATOM 12235 Nl Fim Y 1 -14.055 11.313 18. SOB 1.00 24.33 7 Y N 

ATOM 12236 02 FMN Y 1 -15.043 11.719 19.365 1.00 24.86 6 Y C 

ATOM 12237 02 FMM Y 1 -15.145 12.871 19.691 1.00 23.88 8 Y Q 
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1.00 


30.74 


8 


ATOM 


12949 


owo 


WAT 


w 


449 


13.904 


9.601 


-6.377 


1.00 


22.29 


8 


ATOM 


12950 


owo 


WAT 


w 


450 


-25.288 


23.702 


2.628 


1.00 


39.26 


8 


ATOM 


12951 


owo 


WAT 


w 


451 


-18.010 


37.355 


-23.568 


1.00 


46.34 


8 


MOM 


12952 


owo 


WAT 


w 


452 


9.042 


0.223 


-11.920 


1.00 


38 . 19 


8 


ATOM 


12953 


owo 


WAT 


w 


453 


12.725 


29. 658 


5.521 


1.00 


29.45 


8 


ATOM 


12954 


owo 


WAT 


w 


454 


-8.132 


6.924 


-18.074 


1.00 


34.03 


8 


ATOM 


12955 


owo 


WAT 


w 


455 


-21.185 


37.110 


-19.719 


1.00 


38.95 


8 


ATOM 


12956 


OWO 


WAT 


w 


456 


-41.1^7" 


9.75^ 


-42.779 


■i.oo- 


47.09 


8 


ATOM 


12957 


owo 


WAT 


w 


457 


-0.339 


-8.235 


-37,700 


1.00 55.30 


8 


ATCH4 


12958 


OWO 


WAT 


w 


458 


11. 631 


29. 461 


-23.108 


1.00 


28.81 


8 


ATOM 


12959 


OWO 


WAT 


w 


459 


-291621 


19.395 


12.293 


1.00' 


26.39 


8 


ATOM 


12960 


OWO 


WAT 


W 


4 60 


-11.764 


41.084 


. 5.2i7 


1,00 


33.25 




ATOM 


12961 


OWO 


WAT 


w 


461 


25.153 


-2.808 


-21.279 


1.00 


37.41 


8 


ATOM 


12962 


OWO 


WAT 


w 


4 62 


9.852 


6. 042 


18 .718 


1.00 


46.47 


8 


ATOM 


12963 


OWO 


WAT 


w 


463 


16.697 


11.635 


-3.119 


1.00 


29.78 




ATOM 


12964 


owo 


WAT 


w 


464 


-4.899 




-7.169 


1.00 


42.09 


8 


ATOM 


12965 


OWO 


WAT 


w 


465 


16. 936 


29.38^ 


8 . 473 


1,00 


32,95 


8 


ATOM 


12966 


owo 


WAT 


w 


46^ 


-li.9d5 


34 . 082 


-11 .148 


1.00 


27.87 


8 


ATOM 


"129^7 


owo 


WAT 


w 


4 67 ■ 


17. 922 


30. 434 


-36.958 


1.00 


29.97 


8 


ATOM 


12966 


owo 


WAT 


w 


4 68 


11. 937 


-0.973 


15.909 


1.00 


51.72 


8 




12969 


owo 


WAT 


w 


469 


-16.029 


-18.302 


-1,130 


1,00 


31.89 


8 


ATOM 


12970 


owo 


WAT 


w 


470 


27. 827 


-12.041 


' 8.845 


Ob" 


40,5^ 




ATOM 


12 97 1 


owo 


WAT 


w 


471 


27.448 


-2. 470 


15. 146 


1.00 


40.^8 


i$ 




12972 


owo 


WAT 


w 


472 


-9.433 


39 . 616 


5 . 422 


1.00 


35.15 


8 


ATOM 


12973 


owo 


WAT 


w 


473 


-21 . 354 


-10 . 305 


12 . 571 


1.00. 34.18 


8. 




lf974' 


owo 


WAT 


w 


474 


25. 867 


-13 . 870 


5 . 652 


1 .00 


27. 38 


8 


ATOM 


12 It^" 


owo WAT W 


47S 


6. 200 


36. 879 


-18 .879 


1.00 


32 . 47 


8 


ATWI 


12976 


owo WAT W 476 


-3. 732 


11 . 777 


-2 . 049 


1 .00 


33. 67 


8 


ATOM 


12977 


owo 


WAT 


w 


477 


-31 , 775 


9 . 960 


4 .20^ 


1. 00 


43. 10 


8 


ATOM 


12978 


owo 


WAT 


w 


478 


-8 . 088 


-12 ,312 


-32 .591 


1.00 


27 .28 


8 


ATOM 


1297 9 


owo 


WAT 


w 


479 


-11. 939 


-22 . 182 


-25.349 


1.00 


22 . 42 


8^ 


ATOM 


12990 


owo 


WAT 


w 


480 


-33. 901 


21.086 


-3. 955 


L > UU 




8 


ATOM 


12981 


owo 


WAT 


w 


481 


-18. 538 


33. 716 


-21.611 


1.00 


35.38 


8 


ATOM 


12982 


owo 


WAT 


w 


482 


-33.466 


15 . 723 


-2,403 


1.00 


32,07 


8 


ATOM 


12983 


owo 


WAT 


w 


483 


-20. 082 


32 . 528 


13. 427 


1.00 


28.94 




ATOM 


12984 


owo 


WAT 


w 


484 


-4 . 188 


16.243 


-16, 162 


1.00 


3i.7S 


8 


ATOM 


12985 


owo 


WAT 


w 


485 


-33. 373 


20. 619 


-7 . 607 


1.00 


37.97 


8 


ATOM 


12986 


owo 


WAT 


w 


48^ 


-17. 844 


-16. 650 


-9.381 


1.00 


26.16 


8 


ATOM 


12987 


owo 


WAT 


w 


487 


-1^.86^ 


17.869 


-1.435 


1.00 


35.57 


8 


ATOM 


12988 


owo 


WAT 


w 


488 


-12.911 


-28. 428 


-22.543 


1.60 


36.41 


8 


ATOM 


12989 


owo 


WAT 


w 


489 


11.894 


-15.092 


-12.734 


"T:Ty6 


35.71 


8 


ATOM 


12990 


owo 


WAT 


w 


490 


19.292 


12. 734 


-8,535 


1,00 


24.58 


8 


ATOM 


12991 


owo 


WAT 


w 


4 91 


32.972 


25. 281 


10.627 


1,00 


50.81 


8 


ATOM 


12992 


owo 


WAT 


w 


4 92 


-16. 828 


-0. 695 


26. 914 


1,00 


26.57 


8" 


ATOM 


12993 


owo 


WAT 


w 


493 


21. 205 


21. 879 


-22.576 


1.00 


38 . 73 


^ 


ATOM 


129^4 


owo 


WAT 


w 


494 


-45. 463 


19. 876 


3.749 


1.00 


6^.36 




ATOM 


12995 


owo 


WAT 


w 


495 


-17.904 


14 .471 


-40,251 


1.00 


34.72 


8 


ATOM 


12996 


owo 


WAT 


w 


496 


-^4.55^ 


16. 492 


-25.558 


1.00 


26.83 


8 


ATOM 


12997 


owo 


WAT 


w 


497 


-32.297 


24.083 


-22.193 


1.00 


44,82 


8 


ATOM 


12998 


owo 


WAT 


w 


498 


-12.214 


32.834 


-8.926 


1.00 


30.72 


— 8 


ATOM 


12999 


owo 


WAT 


w 


499 


-18.012 


1,601 


-18.732 


1.00 


26.00 


8 


ATOM 


13000 


owo 


WAT 


w 


500 


-31.836 


-8. 374 


-33.^6^ 


1.00 


31.53 


8 


ATOM 


13001 


owo 


WAT 


w 


501 


-6.233 


-9.711 


17.083 


1.00 


29.74 




ATOM 


13002 


owo 


WAT 


w 


502 


27.315 


-1, 346 


-16.505 


1.00 


32.16 




ATOM 


13003 


owo 


WAT 


w 


503 


-0.019 


44 .227 


-17.731 


1.00 


45.03 


8 


ATOM 


13004 


owo 


WAT 


w 


504 


-12.942 


9.933 


-42.830 


1.00 


39.25 


8 


ATOM 


13005 


owo 


WAT 


w 


505 


-26.889 


15.217 


-40.465 


1.00 


37.10 


8 


ATOM 


13006 


owo 


WAT 


w 


506 


-0.566 


-18.865 


-17.286 


1.00 


30.59 


e 


ATOM 


13007 


owo 


WAT 


w 


507 


-15.807 


-6.131 


30.378 


1.00 


46.05 


8 


ATOM 


13008 


owo 


WAT 


w 


508 


-0.133 


13.104 


-13.776 


1.00 


38.84 


8 


ATOM 


13009 


owo 


WAT 


w 


509 


-33.281 


20.939 


17.955 


1.00 


30, 90 


8 


ATOM 


13010 


owo 


WAT 


w 


510 


30.113 


10.353 


-21.163 


1.00 


43.09 


8 


ATOM 


13011 


owo 


WAT 


w 




■ -ii.i34 


"■21.84 9 


-33.985 


1.00 


39. 16 


8 


ATOM 


13012 


owo WAT W 512 


-7.296 


-22.274 


-27.715 


1.00 


32.74 


8 


ATOM 


13013 


owo 


WAT 


w 


513 


1.784 


29.372 


-21.914 


1,00 


25. 80 


■ 8 


ATOM 


13014 


owo 


WAT 


w 


514 


1.689 


-13.230 


-17.297 


1,00 


29. 08 


8 


ATOM 


13015 


owo 


WAT 


w 


515 


-1.755 


27.016 


-13.823 


1.00 


36,53 


6 


ATOM 


13016 


owo 


WAT 


w 


516 


25, 209 


14 . 164 


-21 . 851 


1, 00 


51. 95 




ATOM 


13017 


owo 


WAT 


w 


517" 


-26, 828 


19. 439 


-35, 988 


1.00 


31.81 


e 


ATOM 


13018 


owo 


WAT 


w 


518 


-25.843 


15.888 


-51.770 


1.00 


24. 12 


8 


ATOM 


13019 


owo 


WAT 


w 


519 


3.0O7 


5.519 


-13.899 


1.00 


31.37 


8 


ATOM 


13020 


owo 


WAT 


w 


520 


-37.245 


18.501 


-8.350 


1.00 


31.56 


8 


ATOM 


13021 


owo 


WAT 


w 


521 


-10.192 


34.672 


18.542 


1.00 


35.00 


8 


ATOM 


13022 


owo 


WAT 


w 


522 


21.888 


27.203 


9.178 


1.00 


42.20 


8 


ATOM 


13023 


owo 


WAT 


w 


523 


6.516 


2.626 


-38.075 


1.00 


30,17 


8 


ATOM 


13024 


owo 


WAT 


w 


524 


10.801 


12.237 


19.190 


1, 00 


37.84 


8 


ATOM 


13625 


owo 


WAT 


w 


525 ■ 


-22.363 


0.094 


-19.676 


1.00 


31.93 


8 
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ATOM 


136^7 


OWO 


WAT 


W 


527 


-21.088 


12.673 


-38.506 


1.00 


33.81 


8 


ATOM 


13028 


OWO 


WAT 


w 


528 


-30.509 


22. 122 


-20.823 


1.00 


34.49 


8 


ATOM 


13029 


OWO 


WAT 


w 


529 


26.945 


-15.458 


3. 682 


1.00 


28.69 


8 


ATOM 


13030 


OWO 


WAT 


w 


530 


8.260 


-3.019 


-33,668 


1.00 


30.98 


8 


ATOM 


13031 


OWO 


WAT 


w 


531 


10.123 


14 .520 


18.167 


1.00 


36.37 


8 


ATOM 


13032 


OWO 


WAT 


w 


532 


5.502 


-14 .526 


-15.876 


1.00 


23.56 


8 


ATOM 


13033 


OWO 


WAT 


w 


533 


-6.996 


-3.445 


16.151 


1.00 


22.04 


8 


ATOM 


13034 


OWO 


WAT 


w 


534 


-13.563 


20.817 


-6.345 


1.00 


29.26 


8 


ATOM 


13035 


OWO 


WAT 


w 


535 


-20.710 


-15.539 


5.138 


1.00 


28.26 


8 


ATOM 


13036 


OWO 


WAT 


w 


53^ 


■ -33.045 


19.304 


■10.9^3 


1.00 


26,51 


8 


ATOM 


13037 


OWO 


WAT 


w 


537 


2.320 


22.332 


17.833 


1.00 


26.54 


8 


ATOM 


13038 


OWO 


WAT 


w 


538 


-2.823 




-21,503 


1.00 


31.48 


8 


ATOM 


13039 


OWO 


WAT 


w 


539 


-0.248 


-8 .792 


-49.589 


1,00 


61.34 


8 


ATOM 


13040 


OWO 


WAT 


w 


540 


-8.882 


17 . 068 


-2.367 


1.00 


39.34 


8 


ATOM 


1304 1 


OWO 


WAT 


w 


"541 ■ 


23.291 


7.008 


20.723 


1.00 


44.91 


8 


ATOM 


13042 


OWO 


WAT 


w 


542 


10.270 


33.203 


23.248 


1.00 


34.31 


8 


ATOM 


13043 


OWO 


WAT 


w 


543 


-25.866 


-3. 396 


10.043 


1. 00 


34.70 


8 


ATOM 


13044 


OWO 


WAT 


w 


544 


-13.215 


0. 996 


-30.295 


1 . 00 


25. 15 


8 


ATOM 


13045 


OWO 


WAT 


w 


545 


-6.960 


-20 .764 


19. 542 


1.00 


35, 81 


8 


ATOM 


1304 6 


OWO 


WAT 


w 


546 


-13. 935 


5 . 275 


-41. 329 


1, 00 


50.06 


8 


ATOM 


13047 


OWO 


WAT 


w 


547 


3 .055 


20 701 


19. 943 


1.00 


49.21 


6 


ATOM 


13048 


OWO 


WAT 


w 


548 


■ -25.831 


-dr^ii 


-23. 183 


1.00 


27,12 


8 




1304 9 


OWO 


WAT 


w 


549 


■"IB .'iST 




-2d. 9^6 


1.00 


41.27 


8 


ATOM 


13050 


OWO 


WAT 


w 


550 


" ■2'6"."f ff4" 


i5, si6 


-5.910 


1.00 


29. 13 


6 


ATOM 


13051 


OWO 


WAT 


w 


551 


23 293 


19 . 330 


-35. 591 


1 . 00 


44. 




ATOM 


13052 


OWO 


WAT 


w 


552 




. iis 


-43, 151 


1 . 00 


59.33 


8 


ATOM 


13053 


OWO 


WAT 


w 


553 


19.554 


18 . 165 


-29. 208 


1 . 00 


28 . 93 


8 


iii 


13054 


OWO 


WAT 


w 


554 


7.268 


-5 , 659 


16.496 


1 , 00 


60. 43 


8 


ATOM 


T30SS 


OWO 


WAT 


w 


555 


19 .251 


40.182 


-18 . 627 


1. 00 


73.79 


8 


ATOM 


1305 6 


OWO 


WAT 


w 


556 


29 . 292 


6 . 318 


-5 . 128 


1 , 00 


21.34 


8 


MA vjra 


13057 


OWO 


WAT 


w 


i6i 


-31i874 


16.286 


-15 . 544 


1. 00 


40.06 


8 




13058 


OWO 


WAT 


w 


558 


-25 156 


14 . 197 


16. 582 


1. 00 


34 .23 


8 


ATOM 


1305 9 


OWO 


WAT 


w 


559 


0,154 


-15 . 550 


-17, 34^ 


1.00 


35.02 


8 


ATOM 


13060 


OWO 


WAT 


w 


560 


Y9.594" 


-5 . 384 


12.272 


1.00 


39. 55 


8 


ATOM 


13061 


OWO 


WAT 


w 


561 


-14.524 


-20. 179 


-2, 864 


1.00 


56.99 


8 


ATOM 


13062 


OWO 


WAT 


w 


562 


-6.918 


19.756 


-28 . 179 


1. 00 


33. 42 


8 


ATOM 


"13063 


OWO 


WAT 


w 


563 


14 .960 


8 .019 


-3. 393 


1.00 


20. 60 


i 


ATOM 


13064 


OWO 


WAT 


w 


564 


31.042 


7 .429 


18 . 026 


1.00 


38.98 


8 


ATOM 


13065 


OWO 


WAT 


w 


565 


-19.818 


-27 ,896 


-29. 482 


1.00 


42.91 


8 


ATOM 


13066 


OWO 


WAT 


w 


56^ 


9.30d 


0.320 


-14 .388 


1.00 


34.91 


8 


ATOM 


13067 


OWO WAT W 567 




S&.052 


-4i.'*63 


1.00 


63.15 


8 


ATOM 


13068 


OWO 


WAT 


w 


566 


^.489 


14.46^ 


-20.122 


1.00 


34.06 


8 


ATOM 


13069 


OWO 


WAT 


w 


569 


26.506 


-19.783 


-3. 954 


1.00 


46.08 


8 


ATOM 


13070 


OWO 


WAT 


w 


570 


29,429 


1.398 


4 . 579 


1.00 


23,88 


8 


ATOM 


13071 


OWO 


WAT 


w 


571 


-11.042 


17 . 193 


-15.764 


1.00 


41. 69 


8 


ATOM 


13072 


OWO 


WAT 


w 


572 


24 . 895 


-14 . 988 


-7.112 


1.00 


44.79 


8 


ATOM 


13073 


OWO 


WAT 


w 


573 


34,417 


24.423 


13.552 


1.00 


41.69 


"8 


ATOM 


13074 


OWO 


WAT 


w 


574 


-28.682 


20.535 


3.151 


1.00 


27.8^ 


8 


ATOM 


13075 


OWO 


WAT 


w 


575 ■ 


-17.066 


44.747 


-23, 917 


1.00 


42.49 


8 


ATOM 


13076 


OWO 


WAT 


w 


576 


-5.957 




17.744 


1.00 


39. 50 


8 


ATOM 


13077 


OWO 


WAT 


w 


577 


-1.594 


-9.011 


-35.558 


1.00 


34.95 


8 


ATOM 


13078 


OWO 


WAT 


w 


578 


6.591 


35. 171 


11.535 


1.00 


26.01 


8 


ATOM 


13079 


OWO 


WAT 


w 


579 


24.736 


19.156 


27.429 


1.00 


43. 90 


8 


ATOM 


13080 


OWO 


WAT 


w 


"580 


8.503 


40.696 


-37.502 


1.00 


61.49 


8 


ATOM 


13081 


OWO 


WAT 


w 


581 


24.180 


26.303 


-4.093 


1.00 


31.37 


8 


ATOM 


13082 


OWO 


WAT 


w 


582 


-5.305 


-9.565 


12.461 


1.00 


29.44 


8 


ATOM 


13083 


OWO 


WAT 


w 


583 


13.172 


-3.402 


-33.924 


1.00 


40.14 


8 


ATOM 


13084 


OWO 


WAT 


w 


584 


-15.270 


10.403 


28.942 


1.00 


36.72 


8 


ATOM 


13085 


OWO 


WAT 


w 


585 • 


8.391 


20.22d 


-48.3^3 


1.00 34.12 


8 


ATOM 


13086 


OWO 


WAT 


w 


586 


9.791 


35.270 


-2.028 


1.00 


28.94 




ATOM 


13087 


OWO 


WAT 


w 


587 


-3.593 


-5.899 


35.648 


1.00 


30.25 


e 


ATOM 


13088 


OWO 


WAT 


w 


588 


22.975 


9.452 


-15.893 


1.00 


28.11 


8 


ATOM 


13089 


OWO 


WAT 


w 


589 


-26.206 


-10.975 


-5.898 


1.00 


39. 93 


8 


ATOM 


13090 


OHO 


WAT 


H 


590 


-32.849 


15. 680 


6.076 


1.00 


28.83 


8 


ATOM 


13091 


OWO 


WAT 


w 


59l 


-13.250 


0.488 


38 .009 


1.00 


28. 66 


8 


ATOM 


13092 


OWO 


WAT 


w 


592 


-35.122 


9.019 


-25.254 


1.00 


52.71 


8 


ATOM 


13093 


OWO 


WAT 


w 


593 


8,278 


-0.597 


-32.598 


1.00 


40.50 


8 


ATOM 


13094 


OWO 


WAT 


w 


594 


-19.060 


-17,820 


-11.515 


1.00 


25.31 


8 


ATOM 


13095 


OWO 


WAT 


w 


595 


-3.163 


-22 . 830 


-20.519 


1.00 


30.38 




ATOM 


13096 


OWO 


WAT 


w 


596 


10.884 


-2.790 


13.983 


1.00 


27.97 


8 


ATOM 


13097 


OWO 


WAT 


w 


597 


27.445 


17.550 


-16.956 


1.00 


30.11 




ATOM 


13098 


OWO 


WAT 


w 


598 


19.430 


-11.738 


-12.415 


1.00 


36.72 




ATOM 


13099 


OWO 


WAT 


w 


599 


-19.164 


12.861 


16.234 


1.00 


30.12 


8 


ATOM 


13100 


OWO 


WAT 


w 


600 


-28.710 


-2.889 


1.903 


1.00 


35.63 


8 


ATOM 


13101 


OWO 


WAT 


w 


601 


1. 621 


-17. 114 


-4 .772 


1,00 


33.35 


8 


ATOM 


13102 


OWO 


WAT 


w 


602 


28.055 


-4 ,728 


-14 .447 

1 rt T5 C 


1.00 


32.91 

Art r> 1 


6 



ATOM 



3104 OWO WAT M 604 



-4.495 -4.834 -10.960 1.00 32.92 8 



^0/5291 
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ATOM 


13105 


OWO 


WAT 


W 


605 


-3.584 


5.148 


-20.609 


1.00 


34.11 


8 


ATOM 


13106 


OWO 


WAT 


w 


606 


3S.907-- 


6.744 


-9.319 


1.00 


37.04 




ATOM 


13107 


OWO 


WAT 


w 


To 7' 


-28,301 


-12.377 


-20.379 


1.00 


36.08 


8 


ATOM 


13108 


OWO 


WAT 


w 


608 


22.349 


4 . 508 


-25.033 


1.00 


25.90 


■"8 


ATOM 


13109 


OHO 


WAT 


w 


609 


-31.985 


16.879 


-i5.678 


1.00 


34.79 


8 


ATOM 


13116 


OWO WAT 


w 


610 


1.108 


' isJ^bo 


-3.066 


1.00 


28.73 


8 


ATOM 


13111 


OWO WAT W 611 


-1.767 


18.d82 


-1.609 


1.00 


33.66 


8 


ATOM 


13112 


OWO 


WAT 


w 


612 


-23.714 


-20. 451 


-24.401 


1.00 


29.55 


8 


ATOM • 


13113 


OWO 


WAT 


w 


613 


-1.673 


38 . 137 


-1.654 


i.ob 


33.42 


8 


ATOM 


13114 


OWO 


WAT 


w 


614 


-22.491 


33.142" 


-5.207 


1.00 


41.11 


8 


ATOM 


islis 


OWO 


WAT 


w 


615 


30. 391 


4 . 929 


17.345 


1.00 


30. 44 


■"8 


ATOM 


13116 


OWO 


WAT 


w 


bl6 


5. 121 


5 . 338 


-11.914 


1. 00 


28. 64 


8 


ATOM 


131lf" 


OWO 


WAT 


w 


617 


16. 357 


34 . 323 


-13 . 647 


1 .00 


25.92 


8 


ATOM 


13118 


OWO 


WAT 


w 


618 


30 . 089 


16. 703 


22 .417 


1 . 00 


26. 11 


8 




13119 


OWO 


WAT 


w 


619 


29 . 702 


24 , 753 


9.087 


1.00 


45,2^ 


8 




1312 0 


OWO 


WAT 


w 


620 


17 .832 


44 . 755 


-31 . 596 


1.00 


69.99 


-"5 


ATOM 




OWO 


WAT 


w 


621 


-5 . 930 


21.754 


26. 306 


1 . 00 


31. 15 


-5 


ATOM 


13122 


OWO 


WAT 


w 


622 


7.431 


33 . 564 


2 . 488 


1 . 00 


31.48 


8 


ATOM 


1 J i.^ J 


OWO 


WAT 


w 


623 


5 . 100 


29.795 


14.940 


1.06 


35 . 74 


8 


ATOM 




OWO 


WAT 


w 


624 


-3 . 430 


17 .712 


-14 . 685 


1 . 00 


28 . 02 


8 


ATOM 


13125 


OWO 


WAT 


w 


625 


0 . 284 


4 X . 


-33 .54 2 


1 . 00 


33 . 07 


3 


ATOM 


1312 6 


OWO 


WAT 


w 


626 


—14 . 042 


9 ^ . / / u 


-24 .241 


1 . 00 


37,44 


— g 


ATOM 


13127 


OWO 


WAT 


w 


627 


-21 . 334 


— 1 4 . 170 


1 » 312 


1 . 00 


27.77 


8 


ATOM 


13128 


OWO 


WAT 


w 


628 


-9. 337 


— 28 . 64 9 


-28 .267 


1 . 00 


39 . 45 


8 


ATOM 


13129 


OWO 


•WAT 


w 


629 


-4". 8^4 


-6.225 


547461 


1 . 00 


38 . 53 


8 


ATOM 


13130 


OWO 


WAT 


w 


630 


Oh * £ OU 


1 A 'yn'y 


21.993 


1 . 00 


43 . 70 


8 


ATOM 


13131 


OWO 


WAT 


w 


631 


— 13 . 04 4 


1 "J O'^A 
X / t 


-50 « 658 


1 . 00 


3^.72 


8 


ATOM 


13132 


OWO 


WAT 


w 


632 




— Q oil 

— ^ • 9X X 


—18 789 


1 • 00 


34.56 


8 


ATOM 


13133 


OWO 


WAT 


w 


633 


X / * OD9 


• aX£ 




-jns'b" 


"5"7 "80 


8 


ATOM 


13134 


OWO 


WAT 


w 


634 






-2"0.lSl" 




■57 ."65 




ATOM 


13135 


OWO 


WAT 


w 


635 


30 . Ob 6 


18 . 122 


—15 . 599 


1 « 00 


28 . 70 


8 


ATOM 


13136 


OWO 


WAT 


w 


636 


—35 547 


0 823 


-10 . 4 97- 


1 . 00 


47 . 92 


8 


ATOM 


13137 


OWO 


WAT 


w 


637 


— o , xjj X 


O . ^ 03 


-3 . 4 80 


1 , 00 


28 . 62 


8 


ATOM 


4 -an ^fl 
1 jUo 


OWO 


WAT 


w 


638 


10.838 


3 6. 754 


-7,748 


1 . 00 


3^.42 




ATOM 


13139 


OWO 


WAT 


w 


639 


— 0 57 9 


3 6 161 


—16. 127 


1 . 00 


32 . 03 


8 


ATOM 


13140 


OWO 


WAT 


w 


640 




- 1 ft AT) 

— xo . ** / * 


4.8 92 


1 . 00 


43 . 93 


8 


ATOM 


13141 


OWO 


WAT 


w 


641 


-14 . 814 


34.889 


—7 . 058 


1 . 00 


32 . 06 


8 


ATOM 


1314 2 


OWO WAT 


w 


642 




—2 . 264 


13 .909 


1 . 00 


33 , 4 6 


8 


ATOM 


1314 3 


OWO 


WAT 


w 


643 


-T§T3^7 


13 . 944 


l5 , 804 


1 . 00 


22 . 59 


8 


ATOM 


1314 4 


OWO 


WAT 


w 


644 


17 . 422 


19 . 719 


-41.391 


1.00 


45 . 11 


8 


ATOM 


1314 5 


OWO 


WAT 


w 


645 


-3.191 


39. 345 


-14 . 991 


1,00 


"41.78 


8 


ATOM 


1314 6 


OWO 


WAT 


w 


64 6 


1 . 797 


11 . 772 


-6 . 574 


1.00 


28.33 




ATOM 


1314 7 


OWO 


WAT 


w 


647 


-16 . 068 


36. 250 


12.502 


1.00 


■ 33.^71 


8 


ATOM 




OWO 


WAT 


w 


648 


-2 . 920 


-15 . 895 


15 . 152 


1.00 


38. 10 


8 


ATOM 


1314 9 


OWO 


WAT 


w 


649 


-17 . 096 


-20 - 294 


-12 . 347 


1 .00 


45. 37 


8 


ATOM 


"13150 


OWO 


WAT 


w 


650 


-27 002 


29 656 


-21 . 942 


1.00 


53.07 


8 


ATOM 


13151 


OWO 


WAT 


w 


651 


-So.'^dfe 


■■2d".ti'77 


17. 553 


1.00 


27 , 83 


8 




13152 


OWO 


WAT 


w 


652 


14 . 119 


28. 161 


8.4 43 


1.00 


28.90 


8 


^^^^ — 


13153 " 


OWO 


WAT 


w 


653 


36.431 


14 . 406 


12 . 671 


1.00 


35.23 


8 


— 


13154 


OWO 


WAT 


w 


654 


-9.405 


-7 . 673 


17 . 454 


1.00 


49. 34 


8 


ATOM 


13155 


OWO 


WAT 


w 


555 


-24 .452 


-13 . 113 


-32.736 


1.00 


42. 95 


8 


ATOM 


13156 


OWO 


WAT 


w 


65 6 


"23 . 089 


-11 . 134 


-31.877 


1.00 


36.54 


8 


ATOM 


'13157 


OWO 


WAT 


w 


557 


13 . 053 


19.545 


21.500 


1.00 


49.46 


8 


ATOM 


13158 


OWO 


WAT 


w 


658 


4 . 790 


3 . 126 


-8.217 


1.00 


30.55 


8 


ATOM 


13159 


OWO 


WAT 


w 


659 


-38.034 


2.776 


-44 .069 


1.00 


32.84 


8 


ATOM 


13160 


OWO 


WAT 


w 


660 


-5.311 


-24.835 


-28.363 


1.00 


46.21 


8 


ATOM 


13161 


OWO 


WAT 


w 


661 


34.835 


10.304 


-7.611 


1.00 


50.50 




ATOM 


13162 


. OWO 


WAT 


w 


662 


-1.159 


-15. 948 


-28.331 


1.00 


28.47 


8 


ATOM 


13163 


OWO 


WAT 


w 


663 


11.711 


-16. 916 


-10.729 


1.00 


29.96 


8 


ATOM 


13164 


OWO 


WAT 


w 


664 


28.066 


11.707 


-20.522 


1.00 


54.13 


8 


ATOM 


13165 


OWO 


WAT 


w 


665 


-27.532 


29.465 


18.953 


1.00 


50,39 


8 


ATOM 


13166 


OWO 


WAT 


w 


666 


7.443 


38.778 


17.030 


1.00 


40,48 


8 


ATOM 


13167 


OWO 


WAT 


w 


667 


-12. 697 


49.106 


-26.706 


1,00 


45,15 


8 


ATOM 


13168 


OWO 


WAT 


w 


668 


13.001 


-13.158 


-20.^4^ 


1.00 


6^.8^ 


8 


ATOM 


13169 


OWO 


WAT 


w 


669 


4.297 


4.4 09 


-&1.266 


1.00 


35.43 


8 


ATOM 


13170 


OWO 


WAT 


w 


670 


-41.746 


4.796 


-44.2^1 


1.00 


34.70 


8 


ATOM 


13171 


OWO 


WAT 


w 


671 


31.524 


20.729 


7.995 


1.00 


54.90 


8 


ATOM 


13172 


OWO 


WAT 


w 


672 


-24.652 


13.908 


-41.099 


1.00 


46.61 


8 


ATOM 


13173 


OWO 


WAT 


w 


673 


-33.753 


-3.652 


-23.700 


1,00 


38.47 


8 


ATOM 


13174 


OWO WAT W 


^14 


-41.005 


-3.469 


-46.502 


1,00 


60,43 


8 


ATOM 


13175 


OWO WAT W 


^75 


-ib.228 


-27.631 


-34 .736 


1. 00 


36. 97 


8 


ATOM 


13176 


OWO 


WAT 


w 


676 


-8.901 


21.782 


-8.650 


1.00 


44.42 


8 


ATOM 


13177 


OWO 


WAT 


w 


677 


-37.789 


-5.379 


-29.313 


1.00 


50.39 


8 


ATOM 


13178 


OWO 


WAT 


w 


678 


-28.012 


0.793 


-31. 638 


1.00 


31.89 


8 


ATOM 


13179 


OWO 


WAT 


w 


679 


-13.744 


39.657 


-13.058 


1. 00 


35.55 


8 


ATOM 


i'3i80 


OWO 


WAT 


w 


680 


-14.783 


42. 362 


10. 125 


1.00 


30.29 


8 


ATOM 


13181 


OWO 


WAT 


w 


681 


-36.872 


9.516 


-27.181 


1.00 


39.53 


8 


ATOM 


13182 


OWO 


WAT 


w 


682 


19.190 


-16.568 


5.512 


1.00 


35.20 


8 


ATOM 


13183. 


OWO 


WAT 


w 


683 


-30.607 


27.761 


-25.913 


1.00 


25.28 


8 
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RTOM 13184 OWO WAT W 664 



3.318 
35.484" 



6.151 -9^938 1.00 



34.60 
38.56" 



ATOM 13185 OWO WAT 



W 685 
W 686 



8.926 ^9.660 1.00 



6.560 1.00 32.95 "8 



ATOM 13186 OWO WAT 



16.366" 



-24.955 
16.629 



-2,211 1.00 32.23" 



ATOM 13187 OWO WAT 



W 687 
W 688 



-1.064 



1.00 39.87 



ATOM 13188 OWO WAT 



28.155 



12.490 



TUSH 

11.104_ 



1.00 48.62 



ATOM 



13189 OWO WAT W 



ATOM 13190 OWO WAT W 690 



21. SS^ -6.198 -26.513 



1.00 
1.00 



35.77 



ATOM 13191 OWO WAT 



W 691 
W 692 



7.694 
2^.391" 



-3.889 



-48.309 
-22.108 



55.61 



ATOM 13192 OWO WAT 



9.755 



ATOM 13193 OWO WAT W 693 



-8.540 -5.213 16.233 



1.00 
1.00 



43.51 



1.00 
1.00 



52.30 



ATOM 13194 owe WAT W 694 



ATOM 13195 OWO WAT W 695 
ATOM 13196 OWO WAT W 696 
ATOM 13197 OWO WAT W 697 
ATOM 131 98 OWO WAT W 698 

' W 699 



-1.474 30.125 -29.141_ 



29.95 



5.638 -1.614 -11.640 
27.797 ^6.594 -10.794 



1,00 



34.78 
■403T 



ATOM 



ATOM 



13199 
13206 



OWO WAT 
OWO WAT 



13.976 8.795 -40.140 1.00 42.12 8 
4.491 23.005 -46-164 l.UU 38.07 8 
e, 456 28.032 19.936 1.00 29.05 8 



ATOM 13201 OWO WAT 



H 700 
W 701 



-3.295 -10.485 26.014 1.00 37.71 8 



ATOM 13202 OWO WAT M •^0"2 
13203 OWO WAT W 703 



-26.275 -12!860 -30.844 1.00 36.48 8 
-21.141 -13.502 9.420 1.00 23.89" 8 



ATOM 



ATOM 13204 OWQ WAT W 704 



-13.186 40.78^ -36.671 1.00 31.09 8 



35.272 



16.555 
25.966 



9.414 1.00 34.00 8 



ATOM 1320S OWO WAT W 705 



-31.893 



-8.117 



1.00 
1.00 



35.73 
37.75 



ATOM 



13206 
13207 



OWO WAT W 706 



OWQ WAT W 707 



-8.139 -11.256 
-3.328 26.227 



15.698 



-15. 960 _ 



TToS" 
TTgo" 



ATOM 13208 OWO WAT W 708 



13209 OWO WAT W ^09 



-3.183 22.464 -13.321 



-M^,^*.^ ».-,w 

-12.360 44.712 14.7^7 1.00 55.71 8 



ATOM 



13210 
13211 



OWO WAT 



OWO WAT 



W 710 
W 711 



ATOM 13212 OWO WAT W 712 



9.403 
-33.043 



32!452 4.784 1.00 42.09 8 



-35.447 



-6«287 -6.207 1.00 29.71 8 



■4.851. 
-^.676 



'-15.520 1.00 37.90 8 



1.00 30.39 8 



ATOM 13213 OWO WAT W 713" 



-7.374 
1.866 



ATOM 13214 OWO WAT W 714 



5.117 37.241 



1.00 40.04 



ATOM 13215 OWO WAT W 715 



26.159 -3,892 -17.869 1.00 41.34 



ATOM 13216 OWO WAT W 716 



3.257 1.538 31.873 1.00 43.99 8 



ATOM 132 17 _ 



ATOM 13218_ 



owe WAT 
OWO WAT 



W 717 



>0. 847 29.819 10.047 1.00 



W 718 



4.604 -19.348 -10.608 1.00 



ATOM 



ATOM 



13219 
13220 



OWO WAT W 719 



OWO WAT W 720 



-15.717 
-43. 649 



18.992 



4 .524 
24.027 



26.287 
-10.95^ 



TToo' 

00" 



38.10 
2^.33 



32.81 
36,70 



8 



8 



-45!096 1.00 52.58 8 



ATOM 13221 OWQ WAT W 72r 



ATOM 13222 OWO WAT W 722 
ATOM 13223 OWO WAT 



14.558 
-^.439 



-1^.166 ^0.341 1.00 40.60" 



ATOM 13224 OWO WAT 



W 723 

"W 724 



6.856 -17.053 -16.702 1.00 30.51 



17.666 
-18.575 



2.768 



10.771 
-24.071 



1.00 
1.00 



23.91 
43. 96 



ATOM 13225 OWO WAT 



33.482 



ATOM 13226 OWO WAT W 726 



-^!l2-;^ 18.5^4 -57.36r 



ATOM 13227 OWO WAT W 727 



-28.134 -5.805 10.761 



1.00 
1,00 



47 .71 



ATOM 13228 OWO WAT W 726 



11.219 0.349 -31.901 1.00 48.72 



59.28 _8 
8 



ATOM 13229 OWO WAT 



W 729 
W 730 



-14.224 44.741 -33.700 1.00 40.43 8 



20]ll2 -3^424 -15.913 1.00 46.63 8 



ATOM 13230 OWO WAT 



ATOM 13231 OWOWAT 



W 731 

W 732 



1.869 36.967 -17.931 1.00 32.4*8" 



-3.781 32.553 17.803 1.00 49.71 "8 



ATOM 13232 OWO WAT 



ATOM 13233 OWO WAT W 733" 



0.098 -5.106 -53.249 



1.00 

"TW 



56.19 
42 . 90 



"8 



ATOM 



13234 
"13^35 



OWQ WAT W 734 



ATOM 



ATOM 



1323^ 
T3237- 



OWO WAT W 735 



-5.458 
-13.267 



2.080 
14.441 



-14.085 
-51.309 



OWQ WAT W 736 



OWO WAT W 737 



26.770 25.628 



27.562 25.973 



6.566 
22.443 



1.00 
1.00 



29.88 



8 



1.00 4^.90 8 



1.00 48.80 8 



ATOM 13238 OWO WAT W 738 



-0.028 -5.036 -12.243 



ATOM 



13239 OWO WAT W 739 



ATOM 13240 OWQ WAT W 740 



10.996 
-21.603 



ATOM ■ 13241 OWO WAT 



W 741 
W 742 



-37.032 
-30.695 



26.918 
-12.275 



-46.769 
-13.023 



1.00 



44.30 



-1.009 
20.113 



-12.163 



1.00 



1.00 
1.00 



42.72 
30.74 



38.05 



6 



ATOM 13242 OWO "WAT 

ATOM 13243 OWO WAT W 743" 



ATOM 13244 OWO WAT W 74? 



0.265 -2.035 



13.112 35.669 



-15.036 
-12.446 



59.11 



ATOM 13245 • OWO WAT W 745 



16.088 -7.704 



-^:358 
-24.'780 



1.00 
1.00 



57.53 
46.40 



8 



1.00 41.11 8 



1,00 32.99 8 



"8 



ATOM 1324 6 OWO WAT W 74 6 



-16,732 



-29.028 
5.861 



-36.742 



8 



-12.767 1.00 36.16 8 



ATOM 13247 OWO WAT W 747 



-15. 628 



ATOM 13248 OWO WAT W 748 



ATOM 13249 OWO WAT W 749 



"19.253 
lS.529 



27.g42 
•17.S23 



8.789 1.00 26.85" 



-43.067 1.00 



-10.497 -8.^53 30.050 TTOO 



62.45 
32.94 



8 



ATOM 13250 OWO WAT W 750 



ATOM 13251 OWO WAT W 751 



ATOM 13252 OWO WAT W 752" 



-34.845 22.768 -5.929 1.00 50.01 



-2.512 -7.567 -33.379 1.00 47.31 



ATOM 



ATOM 



13253 
13254 



OWO WAT 



OWO WAT 



W 753 
W 754 



-17,219 18.142 



-6.081 



5. 959 



23. 931 
-54 .419 



l.OO 



49.87 



52.03 



ATOM 13255 OWO WAT 



ATOM 13256 OWO WAT 



W 755 
W 756 



11.900 16.^64 21.798 1.00 47.72 
-1.967 40.353 0.297 1.00 49. 2l" 



ATOM 13257 OWO WAT W 757" 



6.592 13.392 -18.351 1.00 37.54 8 



atom" 13258 OWO WAT W 758 



-11.305 13.9i4 -11.554 1.00 40.01 8 



ATOM 13259 OWQ WAT W 759 



7.926 
31.537 



40.712 
"T3.582 



17.462 1.00 



2.031 1.00 



58.93 

"47.36 



ATOM 13260 OWQ WAT W 760 



ATOM 13261 OWO WAT W 761 



8.037 
-34.240 



11.169 



18.965 
-23.391 



8 



1.00 45.90 8 



ATOM 13262 OWQ WAT W 762 



-6.063 



1.00 53.34 



8 
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ATOM 13263 OWO WAT W 763 11.503 36.243 7.588 1.00 30.88 8 



ATOM 


13264 


OWO 


WAT W 


1^4 


1. 802 


10.045 


30. 384 


1.00 


46,^8 


8 


ATOM 


13265 


OWO 


WAT W 


765 


-19.539 


19.664 


22.992 


1.00 


36.73 


8 


ATOM 


13266 


OWO 


WAT W 


766 


-8.745 


-15.254 


4.860 
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31.870 


25.897 


1,00 42.67 


8 


ATOM 


13419 


owo 


WAT 


w 


919 


-44 .180 


9.318 


-44.209 


1.00 68,56 


8 


ATOM 


13420 


owo 


WAT 


w 


920 


20.168 


-8.966 


-16.401 


1.00 23.26 


8 
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ATOM 


13421 


OWO 


WAT 


W 


921 


-31. 470 


24.082 


5.359 


1.00 


45. 98 


8 


ATOM 


l34if^ 


owo 


WAT 


W 


922 


13.052 


39.823 


-12.456 


1.00 


33.80 


8 


ATOM 


13423 


OWO 


WAT 


w 


923 


-10.668 


19.750 


-4. 641 


1.00 


34.51 


8 


ATOM 


13424 


OWO 


WAT 


w 


924 


-17.788 


3.247 


28.714 


1.00 


46.83 


8 


ATOM 


13425 


OWO 


WAT 


w 


925 


7.672 


-21.744 


-6.974 


1.00 


40.67 


8 


ATOM 


13426 


OWO 


WAT 


w 


926 


-11.411 


19.840 


-8.400 


1.00 


45.53 


8 


ATOM 


134^7 


OWO 


WAT 


w 


927 


20,652 


25.562 


-38.550 


1,00 


44.79 


d 


ATOM 


13428 


OWO 


WAT 


w 


928 


-4.263 


-23.664 


-30.157 


1.00 


44.00 


8 


ATOM 


13429 


OWO 


WAT 


w 


929 


-0.564 


-11.835 


-17.4 98 


1.00 


27.33 


8 


ATOM 


13430 


OWO 


WAT 


w 


930 


5.800 


19.402 


21,044 


1.00 


34.43 


8 


ATOM 


13431 


OWO 


WAT 


w 


931 


-11.144 


4 .778 


-20.750 


1.00 


34.72 


8 


ATOM 


13432 


OWO 


WAT 


w 


932 


28.342 


15. 328 


0.568 


1.00 


38.98 


8 


ATOM 


13433 


OWO 


WAT 


w 


933 


30.993 


-2.667 


-26.456 


1.00 


53.73 


8 


ATOM 


13434 


OWO 


WAT 


w 


934 


-33.592 


-14 . 920 


-24.632 


1.00 


56.22 


8 


ATOM 


13435 


OWO 


WAT 


w 


935 


-3.268 


-12. 689 


9.340 


1.00 


40. 92 






13436 


OWO 


WAT 


w 


936 


31.202 


8.002 


-4.282 


1.00 


37.61 


8 




13437 


OWO 


WAT 


w 


937 


37.790 


9.383 


-15. 182 


1.00 


76. 57 


8 


ATOM 


13438 


OWO 


WAT 


w 


938 


-15. -^$4 


-0. 123 


-36.082 


l.OO 




-8 


ATOM 


13439 


OWO 


WAT 


w 


939 


-16.767 


20 .391 


-46. 848 


1.00 


44. 15 


8 


ATOM 


1344 0 


OWO 


WAT 


w 


940 


-4.428 


-4.867 


-13.890 


1.00 


5^.64 


8 


ATOM 


134 41 


OWO 


WAT 


w 


94 1 


-36.219 


14 .244 


-40. 947 


1 .00 


64.12 


8 


ATOM 


134 4 2 


OWO 


WAT 


w 


942 


4 .045 


23. 164 


-58 .779 


1.66 


51. 75 


8 


ATOM 




OWO 


WAT 


w 


943 


-23.588 


-20. 452 


0.483 


1.00 


41.^1 


8 


ATOM 


1344 4 


OWO 


WAT 


w 


944 


-5.556 


13. 959 


-i6,ii6 


1.00 


4^.02 


-g 


ATOM 


134 4 5 


OWO 


WAT 


w 


945 


-"7.74 7 


-19.7"S3 


-3.892 


i.bo 


57.30 


8 


Ai un 


134 4 6 


OWO 


WAT 


w 


946 


-22.4^6 


32 . 157 


-11. 936 


1 . 00 


34.04 


8 


ATOM 


134 47 


OWO 


WAT 


w 


947 


-20 .833 


37 . 660 


-14 . 664 


1. 00 


34.-:^7 


" 8- 


ATOM 


134 4 8 


OWO 


WAT 


w 


948 


-14 . 086 


4 .596 


-50 , 046 


1. 00 


49. 89 


8 


ATOM 


13449 


OWO 


WAT 


w 


'949 


-6 . 179 


-22 . 847 


-14 .777 


1 . 00 


57 . 63 


e 


ATOM 




OWO 


WAT 


w 


950 


-8 . 794 


10.716 


-9. 068 


1. 00 


45. 41 


8 




1345"i 


OWO 


WAT 


w 


951 


35. 153 


-9 . 679 


6 . 460 


1.00 


65.89 


8 


ATOM 


13452 


OWO 


WAT 


w 


952 


22.524 


24 . 916 


7. 927 


1.00 


43. 18 


8 




134 5 3 


OWO 


WAT 


w 


953 


-8. 532 


21. 433 


30. 015 


1, 00 


40. 83 


8, 


ATOM 


13454 


OWO 


WAT 


w 


954 


-19. 334 


. 47.'776 


-30. 655 


1. 00 


"59.98 


8 




13455 


OWO 


WAT 


w 


955 


7.411 


-3. 540 


-38. 821 


1. 00 


41 . 91 


■"6 


ATOM 


13456 


OWO 


WAT 


w 


95 6 


-35. 983 


13, 137 


15.069 


1.00 


36.80 


"6 


ATOM 


13457 


OWO 


WAT 


w 


95-> 


-18.585 


3.848 


-48,375 


1.00 


73.19 


8 


ATOM 


13458 


OWO 


WAT 


w 


956 


33.239 


1^.911 




1.00 


61.32 


8 




134F9 


OWO 


WAT 


w 


959 


20.778 


-9.781 


-13.189 


1.00 


50.46 


8 


ATOM 


13460' 


OWO 


WAT 


w 


960 


-0.732 


-21.587 


-20.547 


1.00 


36.43 


8 


ATOM 


134 61 


OWO 


WAT 


w 


961 


36. 603 


17.669 


17.785 


1.00 


42.40 


8 


ATOM 


134 62 


OWO 


WAT 


w 


962 


■■■"4.224 


0.534 


-il.430 


1.00 


42. 30 


8 


ATOM 


13463 


OWO 


WAT 


w 


9^3 


"is. ±31 


11.42^ 


-2.ifi6 


1.00 


39.76 


8 


ATOM 


134 64 


OWO 


WAT 


w 


964 


9. 590 


18.653 


-4 5. 600 


1.00 


39.83 


8 






OWO 


WAT 


w 


965 


-16.087 


-3.711 


33 . 551 


1.00 


53.86 


8 


ATOM 


13466 


OHO WAT W 


966 


-36.735 


18 .294 


-11. 412 


1.00 


49.33 


8 


ATOM 


13467 


OWO 


WAT 


w 


967 


8 . 051 


4 2. 68 6 


-15 . 161 


1. 00 


51.18 


8 


ATOM 


13466 


OWO 


WAT 


w 


968 


-1.753 


-20.788 


-15. 598 


1.00 


41.42 


8 


ATOM 


13469 


OWO 


WAT 


w 


969 


-6.556 


1.357 


-56. 418 


1.00 


46.58 


8 


ATOM 


13470 


OWO 


WAT 


w 


970 


22.771 


5 .834 


-31.218 


1.0-6- 


3^.74 


8 


ATOM 


13471 


OWO 


WAT 


w 


971 


-6,97-^ 


31.999 


12, 931 


1.00 


40.03 


8 


ATOM 


13472 


OWO 


WAT 


w 


972 


-31.054 


-1.610 


-1.437 


1.00 


39.07 


8 


ATOM 


13473 


OWO 


WAT 


w 


973 


11.524 


3.973 


-33.521 


1.00 


45.23 


8 


ATOM 


13474 


OWO 


WAT 


w 


974 


-36.824 


-12.366 


-36.509 


1.00 53.26 


"6 


ATOM 


13475 


OWO 


WAT 


w 


975 


6.357 


4 .877 


19.722 


1,00 


50.39 


"5 


ATOM 


13476 


OWO 


WAT 


w 


976 


7.589 


8.215 


16.848 


l.OO 


42.17 


8 


ATOM 


13477 


OWO 


WAT 


w 


977 


-0.765 


22.596 


-61.347 


1.00 


61.87 


8 


ATOM 


13478 


OWO 


WAT 


w 


978 


10.660 


-3.698 


-34. 692 


1.00 


50.78 




ATOM 


13479 


OWO 


WAT 


w 


979 


-12.538 


12.705 


-17.341 


1.00 


33.91 


8" 


ATOM 


13480 


OWO 


WAT 


w 


980 ' 


-11,019 


24.307 


-7.804 


1.00 


42.65 


8 


ATOM 


13481 


OWO 


WAT 


w 


981 


-6.332 


48.535 


-34.090 


^rroo 39.81 


8 


ATOM 


13482 


OWO 


WAT 


w 


982 


15.482 


-9.947 


12.021 


1.00 


41.56 


8 


ATOM 


13483 


OWO 


WAT 


w 


983 


-3.643 


■"31.5^4 


-55.474 


1.00 


53.48 


8 


ATOM. 


13484 


OWO 


WAT 


w 


984 


-1.827 


-13.413 


26.229 


1.00 


55. 62 


8 


ATOM 


13485 


OWO 


WAT 


w 


985 


-39.828 


19.137 


-34.891 


1.00 


46.09 


8 


ATOM 


. 13486 


OWO 


WAT 


w 


98^ 


ii.Soi 


-15.465 


-1.385 


1.00 


31.03 


8 


ATOM 


13487 


OWO 


WAT 


w 


987 


35.37j 


6.548 


-1.679 


1.00 


60.05 


8 


ATOM 


13488 


OWO 


WAT 


w 


988 


17.737 


32.714 


-20, 468 


1.00 


62.57 


■'8 


ATOM 


13489 


OWO 


WAT 


w 


989 


22.431 


-3.364 


-25 .076 


1.00 


55.70 


8 


ATOM 


13490 


OWO 


WAT 


w 


990 


3.271 


40.005 


-8,192 


1.00 


48.44 


8 


ATOM 


13491 


OWO 


WAT 


w 


991 


-6.480 


48.335 


-24 .567 


1.00 


42.64 


8 


ATOM 


13492 


OWO 


WAT 


w 


992 


17.797 


7.020 


-41.839 


1.00 


53. 16 


8 


ATOM 


13493 


OWO 


WAT 


w 


993 


26.933 


-5.172 


-19.867 


1.00 


57.11 


8 


ATOM 


13494 


OWO 


WAT 


w 


994 


-24.762 


-14.132 


3.479 


1.00 


6i.^3 


8 


ATOM 


13495 


OWO 


WAT 


w 


995 


6. 400 


11.676 


22.681 


1.00 


55.06 


8 


ATOM 


13496 


OWO WAT 


w 


996 


-20.867 


31.295 


-34.616 


1.00 


45.02 


8 


ATOM 


13497 


OWO 


WAT 


w 


997 


-45.950 


6.868 


-35.891 


1.00 


46.85 


8 


ATOM 


13498 


OWO 


WAT 


w 


996 


-19.527 


4.266 


20.576 


1.00 


47.41 


8 


ATOM 


13499 


OWO 


WAT 


w 


999 


-17.020 


1.591 


30.473 


1.00 


44.11 


8 
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ATOM 


13501 


OWO 


WAT 


WlOOl 


33.915 


-11.690 


8 . 03^ 


1.00 


62.41 


6 


ATOM 


13502 


OWO 


WAT 


W1002 


-2.733 


20.341 


-61. 965 


1.00 


48.07 


8 


ATOM 


13503 


OWO 


WAT 


W1003 


6.188 


6.873 


21.047 


1,00 


42,04 


8 


ATOM 


13504 


OWO 


WAT 


W1004 


24.980 


2.132 


-26. 674 


1.00 


32.56 


8 


ATOM 


13505 


OWO 


WAT 


WIOOS 


8. 933 


37. 659 


14 .410 


1.00 38.67 


8 


ATOM 


"13506 


OWO 


WAT 


W1006 


8.082 


31.457 


1. 192 


1 . 00 


40.44 


8 


ATOM 


13507 


OWO 


WAT 


W1007 


23.284 


2.850 


-32.094 


1 , 00 


57 . 17 


8 


ATOM 


13508 


OWO 


WAT 


W1008 


-26.221 


15.948 


18.054 


1 . 00 


50 . 54 


8 


ATOM 


13509 


OWO 


WAT 


W1009 


-24.590 


31.633 


-20. 116 


1 • 00 


38.33 




ATOM 


13510 


OWO 


WAT 


WlOlO 


-27.109 


-19.965 


-21.547- 


1 . uu 


n D . t\i 


8 


ATOM 


13511 


OWO 


WAT 


WlOll 


-12.607 


34.526 


24.835 


X . uu 




8 


ATOM 


13512 


OWO 


WAT 


W1012 


12.080 


-12,507 


1.678 


1 » UU 


Jo . / y 


8 


ATOM 


13513 


OWO 


WAT 


W1013 


-28.153 


19.008 


-41.651 


1 . 00 


61 . 96 


8 


ATOM 


13514 


OWO 


WAT 


W1014 


-36.335 


1.504 


-5.336 


1 . 00 


4 4 . 10 


8 


ATOM 


" 13515 


OWO 


WAT 


W1015 


-35.810 


16.579 


-23.078 


1.00 


35.06 


8 


ATOM 


13516 


OWO 


WAT 


W1016 


21.836 


33.568 


-7.780 


1 . 00 


36.06 


8 


ATOM 


13517 


OWO 


WAT 


W1017 


21.220 


31.174 


21.286 


1 . 00 


40 . 2^ 


8 


ATOM 


13518 


OWO 


WAT 


W1018 


-34. 666 


29.062 


-27,999 


1 . 00 


37 . 10 


' 8 


ATOM 


13519 


OWO 


WAT 


W1019 


21.456 


18.645 


-34.019 


1 . 00 


47 . 67 


'"8 


ATOM 


13520 


OWO 


WAT 


W1020 


14 .777 


38.391 


-14.020 


1 . 00 


41.25 


6 


ATOM 


13521 


OWO 


WAT 


W1021 


-25.509 


31 . 664 


22.621 


1 .00 


69 . 32 


8 


ATOM 


13522 


OWO 


WAT 


W1022 


-5.738 


31.682 


-38.695 


1.00 


41 . 81 


8 


ATOM 


13523 


OWO 


WAT 


W1023 


7.832 


36.338 


-40.188 


1. 00 


63.73 




ATOM 


135^4 


OWO 


WAT 


W1024 


-24 .299 


28.930 


25.'739 


1.00 


47. 44 


8 


ATOM 


13525 


OWO 


WAT 


W1025 


-35.299 


13.730 


-26.812 


1. 00 


32 . 70 


™8 


ATOM 


13526 


OWO 


WAT 


W1026 


20.737 


25.222 


5.752 


1 ,00 


36,81 


8 


ATOM 


13527 


OWO 


WAT 


W1027 


13.553 


3.034 


-34 .879 


1 . 00 


58.29 


6 


ATOM 


i"3526 


OWO WAT W1Q28 


-13.744 


49.226 


-31.036 


1 . 00 


55.49 


8 


ATOM 


13529 


OWO 


WAT 


W1029 


7.450 


24 .597 


-40.407 


1 . 00 


54.06 


8 


ATOM 


13530 


OWO 


WAT 


W1030 


23.875 


18.098 


-22.674 


1.00 


53 . 04 


8 


ATOM 


13531 


OWO 


WAT 


W1031 


-22.2 94 


12.712 


16.202 


1 . 00 


39.05 


8 


ATOM 


13532 


OWO 


WAT 


W1032 


2.080 




-14.092 


1 . 00 


53 . 70 


8 


ATOM 


13533 


OWO 


WAT 


W1033 


-2^.9^3 


29.456 


"-4.61^ 


1 . 00 


47,26 


6 


ATOM 


13534 


OWO 


WAT 


W1034 


-5.45^ 


41. 608 


16.942 


1 . 00 


37.31 


8 


ATOM 


13535 


OWO 


WAT 


W1035 


14.839 


-10. 609 


14.370 


1 . 00 


58 . 60 


8 


ATOM 


13536 


OWO 


WAT 


W1036 


. 30.562 


23.016 


24 .712 


1.00 


43.89 


8 


ATOM 


13537 


OWO 


WAT 


W1037 


0.108 


27.596 


-47.975 


1.00 


49.59 


8 


ATOM 


13538 


OWO 


WAT 


W1038 


-11.710 


21.377 


-50.629 


1.00 


40.94 


8 


ATOM 


13539 


OWO 


WAT 


W1039 


-36.369 


-17.407 


-13.615 


1.00 


59.62 


8 


ATOM 


13540 


OWO 


WAT 


W1040 


-30.364 


27.633 


-16.196 


1.00 


50.11 


8 


ATOM 


13541 


OWO 


WAT 


W1041 


-28. $0^ 


-7.503 


13,677 


1.00 


54.52 


8 


ATOM 


13542 


OWO 


WAT 


W1042 


10.862 




-11.206 


I. 00 


38.91 


8 


ATOM 


13543 


OWO 


WAT 


W1043 


-11.407 


6.^76 


-45.199 


1.00 


71.30 


8 


ATOM 


13544 


OWO 


WAT 


W1044 


-28.202 


-18.723 


-29.970 


1.00 


59.51 


8 


ATOM 


13545 


OWO 


WAT 


W1045 


-44.733 


24.820 


4 .069 


1.00 


56.96 


8 


ATOM 


13546 


OWO 


WAT 


W1046 


-6. 879 


13.932 


9.021 


1.00 


43.39 


8 


ATOM 


"13^47 


OWO 


WAT 


W1047 


-3.317 


36.752 


5.863 


1.00 


61.09 


8 


ATOM 


13548 


OWO 


WAT 


W104d 


17.025 


30.784 


6.083 


1.00 


3i.^6 


8 


ATOM 


13549 


OWO 


WAT 


W1049 


3.606 


33,856 


9.595 


1.00 


46.20 


d 


ATOM 


13550 


OWO 


WAT 


W1050 


0.008 


28.586 


20.792 


1.00 


52,34 


8 


ATOM 


13551 


OWO 


WAT 


W1051 


19,914 


32.614 


18. 660 


1.00 


55.65 


8 


ATOM 


13SS2 


OWO 


WAT 


W1052 


-34.016 


8.508 


5.303 


1.00 


51,06 


3 


ATOM 


13553 


OWO 


WAT 


W1053 


35.418 


17.765. 


10. 476 


1.00 


60.72 


8 


ATOM 


13554 


OWO 


WAT 


W1054 


-31.058 


1.836 


2, 689 


1.00 


52.28 


8 


ATOM 


13555 


OWO 


WAT 


W1055 


23.144 


30.512 


7.523 


1.00 


40.38 


8 


ATOM 


13556 


OWO 


WAT 


W1056 


29.866 


-5.224 


-27,235 


1.00 


66.85 


8 


ATOM 


13557 


OWO 


WAT 


W1057 


-6.599 


-18.111 


4.788 


1.00 


76.61 


8 


ATOM 


13558 


OWO 


WAT 


W1058 


-41.289 


-9.210 


-15.515 


1.00 


43.82 


8 


ATOM 


13559 


OWO 


WAT 


W1059 


14.359 


-2.962 


1^.520 




40.27 


8 


ATOM 


13560 


OWO 


WAT 


W1060 


9.642 


-11.026 


-26.077 


1.00 45.56 


8 


ATOM 


13561- 


•OWO 


WAT 


W1061 


22.821 


20.760 


-19.856 


1.00 


65.50 


8 


ATOM 


13562 


OWO 


WAT 


W1062 


-10.584 


-11.159 


16.954 


1,00 


46.78 


8 


ATOM 


13563 


OWO 


WAT 


W1063 


-43.286 


-6.054 


-30. 664 


1.00 


76.76 


8 


ATOM 


13564 


OWO WAT W1064 


21.344 


9.035 


-34 .748 


1.00 


30. 65 


8 


ATOM 


-13565 


OWO 


WAT 


W1065 


6.032 


10.060 


-41.003 


1 .00 


59. 32 


8 


ATOM 


13566 


OWO 


WAT 


W1066 


8.032 


8.122 


-42.098 


1,00 


49.12 


8 


ATOM 


13567 


OWO 


WAT 


W1067 


16.972 


26.177 


9.218 


1.00 


^^,19 


6 


ATOM 


13568 


OWO 


WAT 


W1068 


-12. 155 


29.251 


-49.616 


1.00 


50,88 


6 


ATOM 


13569 


OWO 


WAT 


W1069 


6. 058 


-19.354 


-23.963 


1.00 


55.52 


8 


ATOM 


13570 


OWO 


WAT 


W1070 


-35. 084 


14 .080 


-3.490 


1.00 


26.84 


8 


ATOM 


13571 


OWO 


WAT 


W107i 


-1.934 


40.465 


-8.533 


1.00 


61.73 


8 


ATOM 


13572 


OWO 


WAT 


W1072 


-41.174 


25.201 


3.417 


1.00 


60.10 


8 


ATOM 


13573 


OWO 


WAT 


W1073 


-22. 963 


10. 568 


-53.804 


1.00 


50,97 


8 


ATOM 


13574 


OWO 


WAT 


W1074 


-33. 957 


6. 359 


3. 683 


1.00 


45.94 


8 


ATOM 


13575 


OWO 


WAT 


W1075 


21.712 


23.217 


-18.456 


1,00 


34 . 93 


8 


ATOM 


13576 


OWO 


WAT 


W107 6 


9.4 53 


-3.209 


-40.514 


1,00 


41.62 


8 


ATOM 


13577 


OWO 


WAT 


W1077 


-10.852 


-10.541 


8.040 


1.00 


43.06 


8 


ATOM 


13578 


OWO 


WAT 


W107e 


-5.721 


39.740 


-7.282 


1.00 


37.4 6 


■"8 
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ATOM 


13579 


OWO 


WAT 


W1079 


3.592 


40.301 


-17.164 


1,00 67.37 


8 


ATOM 


13580 


OWO 


WAT 


W1080 


-12. 22*7 


41.9^5 


21.770 


1.00 43.61 


8 


ATOM 


13581 


OWO WAT W1081 


34.509 


1.502 


-24,190 


1.00 43.18 


8 


ATOM 


13582 


OWO 


WAT 


W1082 


-31.539 


^4.176 


-17.111 


1.00 54.29 


8 


ATOM 


13583 


OWO 


WAT 


W1083 


-23.013 


23.551 


-37.868 


1.00 43.72 


8 


ATOM 


13584 


OWO 


WAT 


W1084 


-8.207 


-2 . 144 


-47,914 


1.00 44.79 


8 


ATOM 


13585 


OWO WAT W1085 


6.414 


-18.982 


-15. 128 


1.00 50.35 


8 


ATOM 


13586 


OWO 


WAT 


W1086 


-19.859 


12.189 


-46.103 


1,00 50.92 


8 


ATOM 


13587 


OWO 


WAT 


W1087 


7.080 


3.220 


23.880 


1.00 75.69 


8 


ATOM 


13588 


OWO 


WAT 


wioee 


24.155 


18.435 


-19.368 


1.00 61.77 


8 


ATOM 


■■l"35B9 


OWO 


WAT 


W1089 


20. 606 


-20. 938 


7.676 


1.00 55.16 


8 


ATOM 


13590 


OWO 


WAT 


W1090 • 


-17. 783 


1,905 


33,233 


1.00 52.81 


8 


ATOM 


"13591 


OWO 


WAT 


W1091 


10.226 


34 .229 


-37.438 


1,00 40.41 


8 


ATOM 


13592 


OWO 


WAT W1092 . 


21.266 


-18.859 


-4.291 


1.00 38.04 . 


8 


ATOM 


13593 


OWO 


WAT 


W1093 


1.517 


28.326 


-31.275 


1.00 39,70 


8 


ATOM 


13594 


OWO 


WAT 


W1094 


14.266 


-12.429 


3.413 


1.00 41.90 


8 


ATOM 


13595 


OWO 


WAT 


W1095 


-4. 672 


-5.7^9 


38.450 


1.00 46.23 • 


8 


ATOM 


13596 


OWO 


WAT 


W1096 


-23.185 


34.567 


-7. 912 


1.00 48.71 


8 




13597 


OWO 


WAT 


W1097 


-12.253 


11.027 


-14 .563 


1,00 44.40 


"9 


ATOM 


13598 


OWO 


WAT 


W1098 


-10.567 


39.613 


-3. 650 


1.00 36.02 


8 


ATOM 


13599 


OWO 


WAT 


W1099 


-11.810 


36. 977 


-44 .743 


1.00 45.19 




ATOM 


13600 


OWO 


WAT 


WllOO 


-20. 711 


10. 845 


-40.021 


1.00 35.56 


8 


ATOM 


X J oux 


OWO 


WAT 


WllOl 


-28 , 828 


25 , 696 


2.970 


1.00 54.00 


8 


ATOM 


13602 


OWO 


WAT 


W1102 


31. 016 


6,314 


-23.758 


i.bo 42.:^g 


"6 


ATOM 


13603 


OWO 


WAT 


W1103 


-12. 507 


-1.161 


-41.028 


1.00 49.15 


8 


ATOM 




OWO 


WAT 


W1104 


5.913 


24 . 858 


18.694 


1.00 37.00 


"8 


ATOM 


13 605 


OWO WAT W1105 


20, 447 


4 . 529 


-11.21^7 


1.00 34.28 


8 


ATOM 


13606 


OWO 


WAT 


W1106 


-29.045 


27 . 508 


-4 .726 


1.00 51,70 


8 


ATOM 


1 J DU / 


OWO 


WAT 


W1107 


■ ■ -41.375 


17.9^2 


-37 .414 


1.00 48.75 


8 


ATOM 


U vUO 


OWO 


WAT 


W1108 


"7.367 


13.770 


-8. 694 


1,00 41. 96 


8 


ATOM 




OWO 


WAT 


W1109 


-6. 143 


3.807 


-10.588 


1.00 75.54 


8 


ATOM 


13610- 


OWO 


WAT 


WlllO 


35. 013 


-8.541 


-5. 682 


1.00 60.67 


8 


ATOM 




OWO 


WAT 


Willi 


11.459 


3. 858 


-36.340 


1.66 6^.81 


• 8. 


ATOM 




OWO 


WAT 


W1112 


-19.724 


-9.542 


-22 .278 


1.0b 24. 6d 


— ^ 


ATOM 


X J 


OWO 


WAT 


W1113 


-4.079 


-22 . 088 


19.977 


1.00 49.60 


"8 


ATOM 


X ^DX4 


OWO 


WAT 


W1114 


5 . 493 


28 . 847 


18 . 554 


1.00 34.43 


8 


H I 


13615 


OWO 


WAT 


W1115 


-16.897 


-33.853 


-30.980 


1.00 88.41 


8 


ATOM 


1361 6 


OWO 


WAT 


W1116 


— -13.3^4 


-4 . 625 


35.002 


1.00 37.01 


8 


ATOM 


13 617 


OWO 


WAT 


M1117 


-IB . 207 


-9.808 


-44.379 


1,00 69.30 


8 


ATOM 


13618 


OWO 


WAT 


W1118 


-0. 968 


13.934 


-11.236 


1.00 49.61 




•n TOM 


13619 


OWO 


WAT 


W1119 


30.028 


27. 670 


-10.554 


1.00 52.99 


8 


ATOM 


13620 


OWO 


WAT 


W1120 


-18. 645 


37 . 430 


4.5^8 


1.66 29.1^ 


8 


ATOM 


13621 


OWO 


WAT 


W1121 


-5.015 


-11.800 


6.204 


"1.06 37.*^3 




AT^4 


1362'^ 


OWO 


WAT 


W1122 


5.269 


-23, 133 


-7.563 


1.00 61.83 


8 


ATOM 


13623 


OWO 


WAT 


W1123 


-21.437 


25. 635 


-37.454 


1,00 57.87 


8 


ATOM 


1362 4 


OWO 


WAT 


W1124 


-16.023 


-0.742 


36,219 


1.00 52.02 


8 


ATOM 


13625 


OWO 


WAT 


W1125 


26.512 


22. 039 


25.879 


l.OO 28.15 


8 


ATOM 


13626 


OWO 


WAT W1126 


-16.558 


19.725 


-3.554 


l.OO 45.71 


8 


ATOM 


13627 


OWO 


WAT 


W1127 


-2.631 


3.048 


37.845 


1.00 74.4 9 


■ 8 


ATOM 


13628 


OWO 


WAT 


W1128 


-8.179 


-12. ^4i 


5.588 


1.00 39.48 


8 


ATOM 


13629 


OWO 


WAT 


W1129 


-9.135 


11.042 


-17.618 


1.00 70,88 


8 


MCM 


13630 


OWO 


WAT 


W1130 


-22. 645 


24.571 


29.739 


1.00 53,11 


8 


ATOM 


li^si" 


OWO 


WAT 


W1131 


14 .742 


-15.006 


0.414 


1.00 37,33 


8 


ATOM 


13632 


OWO 


WAT 


W1132 


24 .387 


5.521 


-28.987 


1.00 47,37 


8 


ATOM 


13633 


OWO 


WAT 


W1133 


22.872 


17. 466 


-29.954 


1.00 46.89 


8 


ATOM 


13634 


OWO 


WAT 


W1134 


15.442 


31.260 


-21.907 


1.00 49.13 


8 


ATOM 


13635 


OWO 


WAT 


W1135 


-34.789 


-16.246 


-9.792 


1.00 41.74 




ATOM 


13636 


OWO 


WAT 


W1136 


10.950 


^.433 


-42.457 


1.00 57.79 


8 


ATOM 


13637 


OWO 


WAT 


W1137 


-42.849 


16.249 


-44.247 


1.00 50.42 


8 


ATOM 


13638 


OWO 


WAT 


W1138 


-40.378 


-6,471 


-44.508 


1.00 52.50 


8 


ATOM 


13639 


OWO 


WAT 


W1139 


-5.761 


20.574 


-61.345 


1.00 75.16 


8 


ATOM 


13640 


OWO 


WAT 


W1140 


-33.800 


8.368 


0.369 


1.00 44.54 


8 


ATOM 


13641 


OWO 


WAT 


W1141 


-29.445 


23.242 


-18.039 


1.00 34.75 


8 


ATOM 


13642 


OWO 


WAT 


W1142 


10.887 


-14.274 


-22.097 


1.00 33.13 


8 


ATOM 


13643 


OWO 


WAT 


W1143 


35.824 


24.205 


21.554 


1,00 59.90 




ATOM 


13644 


OWO 


WAT 


W1144 


32.676 


14.575 


5.3i4 


1.60 4^.76 


■ 8 


ATOM 


13645 


OWO 


WAT 


W1145 


-15.729 


12.958 


14.256 


1.00 33.94 


8 


ATOM 


13646 


OWO 


WAT 


W1146 


20.418 


1.840 


-31.936 


1,00 44.23 


8 


ATOM 


13647 


OWO 


WAT 


W1147 


-1.861 


46.110 


-31.394 


1.00 46,54 


8 


ATOM 


13648 


OWO WAT W1148 


-5.804 


22.822 


-9. 940 


1.00 55.05 


8 


ATOM 


13649 


OWO 


WAT 


W1149 


-20.307 


41,143 


-16. 853 


1.00 46.93 


8 


ATOM 


13650 


OWO 


WAT 


W1150 


-20.624 


38.794 


-17.663 


1.00 42.33 


8 


ATOM 


13652 


OWO 


WAT 


W1151 


-6.321 


-19.251 


-8,034 


1.00 43.81 




ATOM 


13653 


OWO 


WAT 


W1152 


-4.725 


-3.935 


-40, 477 


1.00 47.47 


8 


ATOM 


13654 


OWO 


WAT 


W1153 


-0.147 


46. 613 


-33. 170 


1.00 48.31 


8 


ATOM 


13655 


OWO 


WAT 


WH54 


-10.525 


8.729 


-14. 684 


1.00 4 3.09 


8 


ATOM 


13656 


OWO 


WAT 


W1155 


-46.174 


0. 798 


-38,160 


1.00 43.50 


8 


ATOM 


13657 


OWO 


WAT 


W1156 


-16.214 


34 . 972 


22.061 


1.00 34 ,19 


8 


ATOM 


13658 


OWO WAT W1157 


-18.103 


-20.074 


-0.292 


1.00 41.27 


8 
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ATOM 


13659 


owo 


WAT 


W1158 


OA 0*3/1 

^4 • o34 


-21 . 003 


4 . 082 


1.00 


38.50 


8 


ATOM 


13660 


owo 


WAT 


W1159 


-28 . 519 


33 . 064 


-13 .285 


1.00 


56.87 


8 


ATOM 


13661 


owo 


WAT 


W1160 


6 . 225 


-15 . 465 


-26. 629 


1.00 


42.48 


8 


ATOM 


13662 


owo 


WAT WH61 


3 . 521 


-15 . 137 


6 . 682 


1.00 42.24 


8 


ATOM 


13663 


owo 


WAT 


W1162 


-26 . 689 


26.031 


-46. 006 


1.00 


45.41 


8 


ATOM 


13664 


■ owo 


WAT 


W1163 


-5.584 


-1. 006 


-41 . 857 


1.00 


36.39 


8 


ATOM 


13665 


owo 


WAT 


W1164 


-5 . 565 


40. 97 4 


-16. 268 


1.00 


37.86 


8 


ATOM 


13666 


owo 


WAT 


W1165 


20. 420 


-1 , 359 


-28 , 865 


1.00 


60.59 


8 


ATOM 


13667 


OHO 


WAT 


W1166 


24 . 312 


5. 257 


22 .493 


1.00 


62.92 


8 


ATOM 


13668 


owo 


WAT 


W1167 


13.254 


10. 319 


-42. 356 


1.00 


^^.94 


8 


ATOM 


13669 


owo 


WAT 


W1168 


-6. 885 


24 . 223 


27. 098 


1.00 


36.72 


8 


ATOM 


13670 


owo 


WAT 


W1169 


5,238 


38.286 


-34.421 


1.00 


38.44 


8 


ATOM 


13671 


owo 


WAT 


W1170 


-35.338 


12 . 422 


-24 . 306 


1 .00 


46.61 




ATOM 


13672 


owo 


WAT 


W1171 


-36.001 


2. 900 


-45.505 


1 .00 


53. 22 


8 


ATOM 


13673 


owo 


WAT 


W1172 


-14 . 682 


41.549 


-36.783 


1.00 


30.99 


8 


ATOM 


13674 


• owo 


WAT 


W1173 


-3.142 


18.540 


-6.390 


1.00 


43.05 


8 


ATOM 


13675 


owo 


WAT 


-wii74 


-0.402 


45.486 


-21.370 


1.00 


54. 54 


8 


ATOM 


13^V6 


owo 


WAT 


W1175 


-25. 611 


27. 976 


-2.165 


l.OO 


35.89 


8 


ATOM 


13677 


owo 


WAT 


W1176 


10.444 


16.793 


-53.005 


1.00 


55.01 


8 


ATOM 


13678 


owo 


WAT 


W1177 


35.880 


16. 603 


2.630 


1.00 


58.94 


8 


ATOM 


. 13679 


owo 


WAT 


W1178 


25.961 


3.240 


-28.820 


1,00 


54.51 


8 


ATOM 


""13686 


owo 


WAT 


W1179 


-3.019 


28.120 


-57.203 


i.oo 


49.66 


8 


ATOM 


13681 


owo 


WAT 


W1180 


18.206 


12.345 


24.619 


1.00 


47.39 


8 


ATOM 


13662 


owo 


WAT 


W1181 


7.845 


32.621 


-36.364 


1.00 


54.91 


8 


ATOM 


13683 


owo 


WAT 


W1182 


15.119 


-10.352 


-21.356 


1.00 


45.01 


8 


ATOM 


13684 


owo 


WAT 


W1183 


-11.448 


4^.2^^ 


-1^.316 


1.00 


66.58 


8 


ATOM 


13685 


owo 


WAT 


wild4 


-21.396 


8.537 


31.509 


1.00 


54.57 




ATOM 


13686 


owo 


WAT 


W1165 


-9.076 


-18.466 


-6.297 


1.00 


61.17 


8 


ATOM 


13687 


owo 


WAT 


W1186 


32. 687 


20. 994 


-12.711 


1 . 00 


53.09 


8 


ATOM 


13688 


owo 


WAT 


WH87 


-21.795 


36. 681 


-8.604 


1 . 00 


47.06 


8 


ATOM 


13689 


owo 


WAT 


W1188 


-7,671 


12.549 


-3.379 


1. 00 


33. 19 


8 


ATOM 


13690 


owo 


WAT 


W1189 


36.949 


21.817 


17.286 


1.00 


55.81 


8 


ATOM 


13691 


owo 


WAT 


W1190 


-27.242 


27.931 


-23.982 


1 . 00 


47.07 


8 


ATOM 




owo 


WAT 


W1191 


-21.230 


9.697 


22.074 


1.00 


68.74 


8 


ATOM 


13693 


owo 


WAT 


W1192 


-36.264 


9.277 


-48.182 


1.00 


75.89 


8 


ATOM 


13694 


owo 


WAT W1193 


5.646 


-18.942 


-21.131 


1.00 


57.91 




ATOM 


13695 


owo 


WAT W1194 


7.063 


-0.611 


29.824 


1.00 


71. 67 


8 


ATOM 


13696 


owo 


WAT W1195 


0.336 


17.034 


29.592 


1.00 


65.97 


8 


ATOM 


13697 


owo 


WAT 


W1196 


-6.575 


10.925 


-18.341 


1. 00 


46.72 


8 


ATOM 


13698 


owo 


WAT 


W1197 


-5.005 


32.888 


20. 603 


1.00 


48.07 


8 


ATOM 


13699 


owo 


WAT 


W1198 


-18.002 


39.490 


-31.140 


1.00 


44.5^ 


8 


ATOM 


13700 


owo 


WAT 


Wll4§ 


-18.634 


39.374 


-11.064 


1.00 


41.56 


8 


ATOM 


13701 


owo 


WAT 


W1200 


-47.338 


23.453 


8. 921 


1.00 


44.38 


8 


ATOM 


13702 


owo 


WAT 


W1201 


-3.220 


9.852 


-59.809 


1.00 


51.21 


8 


ATOM 


13703 


owo 


WAT W1202 


0.919 


-17.273 


-29.081 


i;o6' 


4^.15 


8 


ATOM 


13704 


owo 


WAT W1203 


33.974 


17.409 


24.005 






8 


ATOM 


13*705 


owo 


WAT 


W1204 


3.726 


-7.026 


-40,226 


1.00 


35.91 


8 


ATOM 


13706 


• owo 


WAT 


W1205 


-22.341 


34.887 


-21.052 


1.00 


53.73 


8 


ATOM 


13707 


owo 


WAT 


W1206 


-6. 168 


39. 431 


2, 156 


1.00 


49.31 


8 


ATOM 


13708 


owo 


WAT 


W1207 


-17.205 


35. 343 


-0. 099 


1.00 


40.61 


8 


ATOM 


13709 


owo 


WAT 


W1208 


0.064 


6. 913 


-16. 130 


1.00 


39.07 


8 


ATOM 


13710 


owo 


WAT 


W1209 


6.540 


26.087 


-47 . 373 


1.00 


50.01 


8 


ATOM 


13711 


owo 


WAT 


W1210 


-9.739 


40.076 


-11.585 


1.00 


55.67 


8 


ATOM 


13712 


owo 


WAT W1211 


37.942 


9.875 


-12.501 


-1.00 


42.32 


8 


ATOM 


13713 


owo 


WAT 


W1212 


-16.040 


25.734 


34.571 


1.00 


72.28 


8 


ATOM 


13714 


owo 


WAT 


W1213 


33. 804 


-12.988 


-1.859 


1.00 


47.49 


8 


ATOM 


13715 


owo 


WAT 


W1214 


20. 423 


44.289 


-32.360 


1.00 


51.72 


8 


ATOM 


13716 


owo 


WAT 


W1215 


13. 867 


-5.260 


-29.941 


1.00 


38.05 


8 


ATOM 


13717 


owo 


WAT W1216 


-33. 976 


10.317 


2. 553 


1.00 


44.20 


8 


ATOM 


13718 


owo 


WAT 


W1217 


-13. 492 


-24 . 172 


-34.850 


1.00 


40.71 


8 


ATOM 


13719 


owo 


WAT 


W1218 


-38.753 


14 .028 


4.046 


1.00 


46.^^ 


6 


ATOM 


13720 


• owo 


WAT 


W1219 


—10 • 648 


10 . 5 68 


—11 .243 


1.00 


43.54 


0 
0 


ATOM 


13721 


owo 


WAT W1220 


-10.109 


-1,876 


-39.397 


1,00 


32.40 


8 


ATOM 


13722 


owo 


WAT 


W1221 


-19.206 


-11.525 


-41.189 


1.00 33.14 


8 


ATOM 


13723 


owo 


WAT 


W1222 


-5.848 


41.583 


-0.654 


1.00 


40.96 


8 


ATOM 


13724 


owo 


WAT 


W1223 


-4.751 


40.434 


-2.922 


1.00 


36.72 


8 


ATOM 


13725 


owo 


WAT 


W1224 


' -4.224 


-24.156 


-13.895 


1.00 


64.46 


8 


ATOM 


13726 


owo 


WAT 


W1225 


-19.252 


38.675 


21.350 


1.00 


45. 60 


8 


ATOM 


13727 


owo 


WAT 


W1226 


■-'22.526 


13.045 


"3^.575 ■ 


1.00 


40.21 
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1.191 


12.891 


1.00 49.85 


8 


ATOM 


13860 


OWO 


WAT 


W1379 


21.800 


-12.784 


-9.117 


1.00 59.59 


8 


ATOM 


13881 


OWO 


WAT 


W1380 


31. 982 


10.569 


^.919 


1.00 44.32 


8 


ATOM 


13882 


OWO 


WAT 


W1381 


23.832 


-10. 80^ 


-9.336 


1.00 56.72 


8 


ATOM 


13883 


OWO 


WAT 


W1382 


-16.202 


34.223 


-3.292 


1.00 39.68 


' 8 


ATOM 


138B4 


OWO 


WAT 


W1383 


26.514 


-9.063 


-9.610 


1.00 34.72 


8 


ATOM 


13885 


OWO 


WAT 


W1384 


6.253 


44 .082 


-2.048 


1.00 37,64 


8 


ATOM 


13886 


OWO HAT H1385 


-22.378 


31.959 


3,550 


1.00 38.83 


6 


ATOM 


13887 


OWO 


WAT W1386 


21.288 


30.867 


0.837 


1,00 33. 62 


8 


ATOM 


13888 


OWO 


WAT 


W1387 


10.847 


29. 620 


26.853 


1.00 49.86 


8 


ATOM 


13889 


OWO 


WAT 


W1388 


35.33^ 


15.979 


19.139 


1.00 27.76 


8 


ATOM 


13890 


OWO 


WAT 


W1389 


-41.921 


-2.002 


-22. 985 


1.00 60.02 


8 


ATOM 


13891 


OWO 


WAT 


W1390 


-42.246 


18.082 


5.496 


1.00 43.19 


8 


ATOM 


13892 


OWO 


WAT 


W1391 


36.695 


0.484 


-8.878 


1.00 47.28 


8 


ATOM 


13893 


OWO 


WAT W1392 


■■ 17.529 


36.865 


-13.233 


1.00 38.94 


■■ 8 


ATOM 


13894 


OWO 


WAT 


W1393 


-5.988 


22.648 


-12.618 


1.00 45.83 


8 


ATOM 


13895 


OWO 


WAT 


W1394 


4.691 


-17.996 


-13.329 


1.00 31.14 


8 
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ATOM 


13896 


OWO 


WAT 


W1395 


-25.579 


29.345 


12.078 


1.00 


41.09 


8 


ATOM 


1389*7 


OWO 


WAT 


W1396 


35.820 


10. 665 


-16.450 


1.00 


35.03 


8 


ATOM 


13898 


OWO 


WAT 


W1397 


18.831 


38.201 


-20.772 


1.00 


61.37 


8 


ATOM 


13899 


OWO 


WAT 


W1398 


-14.314 


3,139 


-42. 665 


1.00 


54.21 


8 


ATOM 


13900 


OWO 


WAT 


W1399 


-24 .235 


8.961 


23.628 


1.00 


60.34 


6 


ATOM 


13901 


OWO 


WAT 


W1400 


-6.555 


1. 658 


-44 , 432 


1.00 


65.45 


8 


ATOM 


13902 


OWO 


WAT 


W1401 


33. 955 


-2.3 53 


9.855 


1.00 


35.24 


8 


ATOM 


13903 


OWO 


WAT 


W1402 


1.288 


46.524 


-28.685 


1.00 


52.74 


8 


ATOM 


13904 


OWO 


WAT 


W1403 


-39.109 


24.423 


-29.733 


1.00 


31.1^ 


■ 8 


ATOM 


13905 


OWO 


WAT 


W1404 


3. 517 


-10.695 


-46.774 


1.00 


49.05 


a 


ATOM 


13906 


OWO 


WAT 


W1405 


-34. 630 


30.754 


-34.539 


1.00 


31.56 ■ 


8 


ATOM 


13907 


OWO 


WAT 


W1406 


12.316 


4 .167 


-50.401 


1.00 


62.80 


€ 


ATOM 


13908 


OWO 


WAT 


W1407 


36. 404 


-6.225 


2. 482 


1.00 


47.17 


8 


ATOM 


13909 


OHO 


WAT 


W1408 


12,317 


31. 968 


-41.810 


1.00 


44.94 


8 


ATOM 


13910 


OWO 


WAT 


W1409 


-1. 625 


43.955 


-24.844 


1.00 


43.34 


6' 


ATOM 


13911 


OWO 


WAT 


W1410 


29.505 


8 . 694 


6.582 


1.00 


32.04 


8 


ATOM 


13912 


OWO 


WAT 


W1411 


7.063 


-19. 464 


-10.288 


1.00 


42.89 


8 


ATOM 


13913 


OWO 


WAT 


W1412 


-29.519 


-14 .243 


-1.209 


1.00 


73. 05"" 


8 


ATOM 


13914 


OWO 


WAT 


W1413 


35.748 


11 . 338 


2 . 641 


1.00 


56.46 


8 


ATOM 


13915 


OWO 


WAT 


W1414 


4.144 


26. 998 


-54 . 452 


1 .00 


56.70 


■ 8 


ATOM 


13916 


OWO 


WAT 


W1415 


-25 . 518 


-10.097 


3. 652 


1.00 


44.44 


8 


ATOM 


"i39iV 


OWO 


WAT 


W1416 


13.075 


31. 161 


2.^61 


1.00 


46.45 




ATOM 


13918 


OWO 


WAT 


W1417 


-10.423 


-24 . 677 


-36. 832 


1. 00 


41. 98 


8 


ATOM 


13919 


OWO 


WAT 


W14lfe 


- -l^rfST 


4^877" 


■-17.966 


1,00 


58.74 


8 




13920 


OWO 


WAT 


W1419 


-33.'6"8T 


29":805" 


■-33.b7S" 


■"i.bo 


^5.3l 




ATOM 


13921 


OWO 


WAT 


W1420 


1^.016 


40.393 


-10.338 


i.ob 


48.88 


8 


ATOM 


13922 


OWO 


WAT 


W1421 


-21. 547 


-12.592 


-42.011 


1.00 


50.78 


8 


ATOM 


13923 


OWO 


WAT 


W1422 


-5.554 


-12 . 934 


-36. 704 


1 , 00 


59.06 


8 


ATOM 


"13924 


OWO 


WAT 


W1423 


-42,812 


2 . 070 


-37 . 818 


1 , 00 


42 . 92 


8 


ATOM 


13925 


owo 


WAT 


W1424 


8.543 


-3 .359 


17 .787 


1 , 00 


49.66 




ATOM 


■ 13926 


OWO 


WAT 


W1425 


-14 . 825 


0.643 


-25 . 037 


1. 00 


62.28 


8 


ATOM 


13927 


OWO 


WAT 


W1426 


-41.562 


10.339 


-27 .528 


1. 00 


52. 68 


8 


ATOM 


13928 


OWO 


WAT 


W1427 


-32 . 905 


29. 531 


-15 . 837 


1. 00 


65, 81 


8 


ATOM 


13929 


OWO 


WAT 


W1428 


36. 151 


-1 . 056 


-6.899 


1 . 00 


53 . 49 


—8 


ATOM 


13930 


owb 


WAT 


W142d 


-1 . 636 


9, 143 


-18 . 969 


1 .00 


38.13 


8 


ATOM 


13931 


OWO 


WAT 


W1430 


-20. 657 


20.750 


-37 .187 


1,00 


53.77 


8 


ATOM 


13932 


OWO 


WAT 


W1431 


-8 . 360 


14 , 634 


33.948 


1.00 


41.73 


■"8 


ATOM 


13933 


OWO 


WAT 


W14 32 


39. 013 


10.575 


-9.816 


1 .00 


60,57 


8 


ATOM 


13^34 


OWO 


WAT 


W1433 


^".294 


-16.086 


3.086 


1.00 


49. 62 


8 


ATOM 


13^3S 


OWO 


WAT 


W1434 


15.70b 


35.500 


8. 135 


1.00 


34 . 13 


8 


ATOM 


13936 


OWO 


WAT 


W1435 


12.443 


37.886 


12.922 


1.00 


70. 46 


8 


ATOM 


13937 


OWO 


WAT 


H1436 


-11.770 


-16.791 


4.787 


1.00 


50.65 


8 


ATOM 


13938 


OWO 


WAT 


M1437 


7.416 


-1.508 


-49.741 


1.00 


57.31 


8 


ATOM 


13939 


OWO 


WAT 


W1438 


2.319 


-11 . 557 


30.568 


1.00 


69.00 


6 


ATOM 


13940 


OWO 


WAT 


W1439 


-14 . 563 


40. 530 


20.578 


1.00 


36.09 


8 


ATOM 


13941 


OWO 


WAT 


W1440 


-22 . 621 


29. 392 


-36.096 


1.00 


56.17 


8 


ATOM 


13942 


OWO 


WAT 


W1441 


-37 . 309 


26. 025 


-27.062 


1.00 


57.00 


8 


ATOM 


13943 


OWO 


WAT 


W1442 


-38 . 089 


12 . 668 


-18.736 


1.00 


48,84 


8 


ATOM 


13944 


OWO 


WAT 


W1443 


-33. 014 


16.767 


-16. 9^8 


1.00 


"■S^",b5 


6 


ATOM 


13945 


OWO 


WAT 


W1444 


6. 326 


-17.671 


23.460 


1.00 


46.08 


8 


ATOM 


13946 


OWO 


WAT 


W1445 


24 .518 


23,037 


27.533 


1.00 


44.46 


8 


ATOM 


13947 


OWO 


HAT 


W1446 


-37.458 


14.780 


-22.473 


1.00 


37.62 


8 


ATOM 


13948 


OWO 


WAT 


W1447 


10.238 


45.782 


-16.709 


1.00 


56.81 


8 


ATOM 


13949 


OWO 


WAT 


W1448 


37.620 


-2:i89 


-15.195 


1.00 


67.60 


6 


ATOM 


13950 


OWO 


WAT 


W1449 


36.653 


-4.968 


-22.211 


1.00 


70.37 


8 


ATOM 


13951 


OWO 


WAT 


W1450 


0.041 


-7.477 


37.343 


1.00 


74.16 


8 


ATOM 


13952 


OWO 


WAT 


W1451 


2.087 


45.145 


-22.641 


1.00 


4 3.02 


8 


ATOM 


13953 


OWO 


WAT 


W1452 


22.997 


29.599 


2.668 


1.00 


47.^3 


S 


ATOM 


13954 


OWO 


WAT 


W1453 


-43.776 


11.751 


-27.935 


1.00 


50.30 


8 


ATOM 


13955 


OWO 


WAT 


W1454 




-0,910 


4.240 


1.00 


54.14 


8 


ATOM 


13956 


OWO 


WAT 


W14SS 


-i^.54^ 


■io:-^i6 


-i6.^S2 


1.00 43.92 


6 


ATOM 


13957 


OWO 


WAT 


W1456 


37.977 


-4.304 


4.747 


1.00 


47.88 


8 


ATOM 


13958 


OWO 


WAT 


W1457 


-18.614 


11.424 


34.048 


1.00 


36.94 


8 


ATOM 


13959 


OWO 


WAT 


W1458 


21.547 


32.938 


-12.478 


1.00 


48.68 


8 


ATOM 


13960 


OWO 


WAT 


W1459 


37.160 


5. 746 


9.552 


1.00 


52.12 


8 


ATOM 


139^1 


OWO 


WAT 


W1460 


36.426 


16.898 


-18.319 


1.00 


48. 66 


8 


ATOM 


13962 


OWO 


WAT 


W1461 


2.116 


40,023 


-35.071 


1.00 


48.86 


8 


ATOM 


13963 


OWO 


WAT 


W14 62 


8.099 


-3.413 


25.344 


1.00 


55.60 


8 


ATOM 


13964 


OWO 


WAT 


W1463 


3.856 


-11.401 


-31.866 


1.00 


55.30 


8 


ATOM 


13965 


OWO 


WAT 


W1464 


-24.977 


31.4^3 


-12.001 


1.00 


53.54 


8 


ATOM 


13966 


OWO 


WAT 


W1463 


-8.825 


0.863 


-42.646 


1.00 


53.96 


8 


ATOM 


13967 


OWO 


WAT 


W1466 


-10.233 


41.968 


-13.562 


1.00 


45.25 


8 


ATOM 


13968 


OWO 


WAT 


W14 67 


-32.650 


26.3dl 


-3.736 


1.00 


54.76 


8 


ATOM 


13969 


OWO 


WAT 


W1468 


-2.990 


41.261 


-18.092 


1.00 


54.90 


8 


ATOM 


13970 


OWO 


WAT 


W1469 


40.162 


8.234 


15.150 


1.00 


56.77 '' 


8 


ATOM 


13971 


OWO WAT W1470 


34.154 


8.885 


9.019 


1.00 


4^.94 


8 


ATOM 


13972 


OWO 


WAT 


W1471 


-45.130 


6.938 


-43, 602 


1.00 


39,74 


8 


ATOM 


13973 


OWO 


WAT 


W1472 


-16.350 


-20.708 


-4.722 


1,00 


53.18 


8 


ATOM 


13974 


OWO 


WAT 


W1473 


37.455 


18.685 


-9.946 


1.00 


78,46 


8 
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&TOM 13975 OWO WAT 



ATOM 13976 OWO WAT 



W1474 
W1475 



4.748 



3.981 
■15.236 



30.950 1.00 39,83 8 



-38.318 
"24.479 



1.00 56. 



1.00 60 



40 
02 



ATOM 13977 OWO WAT 



ATOM 13978 OWO WAT 



W1476 
W1477 



-23.157 31.225 



ATOM 13979 . OWO WAT_ 



W1478 



-28.205 -17.218 
-4.341 -26.457 



:^21.489 1.00 49.58 8 



^26.022 
-36.5 63 



1.00 49.82 



1.00 61.79 



ATOM 13980 OWO 
ATOM 13981 OWO 



WAT 
WAT 



W1460 



-39.192 
-10.61^ 



-9.177 
20.949 



-15.160 
11.910 



1,00 61.69 8 
1.00 38.61 8 



ATOM 13982 OWO WAT W14ei 
"atom 13983 OWO WAT ^ 



13.481 3.291 



W1482 
Wl4e3 



23.7 59 -22.972 -20.050 
^32.804 



1.00 50.41 8 
1.00 49.06 8 



ATOM 13984 



OWO 
OWO 



WAT 



-20.050 
-30.239 



40.139 
23.161 



3.132 1.00 48.92^ 



ATOM 13985 



WAT 



W1464 
Wl485 



-7.764 14.424 l.OQ 43.86" 



ATOM 1398 6 OWO WAT 



7.643 
7.544 



AT<^ 13987 OWO WAT W1486 



22.843 
14.942 



"56.208 
^3.561 



1.00 59.99 
1.00 42.81 



ATOM 13988 OWO WAT W14 87 



-37.529 



1.00 47> 
1,00 56, 



ATOM 13989 



ATOM 13990 



OWO 
OWO 



WAT W1488 



-8.972 9.268 -12.406 



90 



WAT W1489 



30.134 20.031 



-19.166 
23.140 



i>00 69 



93 

tT 



ATOM 13991 OWO WAT" 



W1490 
W1491 



28.634 13.982 



-52.835 l.OQ 54.22 8 



ATOM 13992 OWO 
ATOM 13993 OWO" 



WAT 

WAT 



W14 92 



-21.241 
-12.438 



13.381 
-2.22Q_ 



38.929 
23.288 



1.00 74.14 



1.00 35.74 



8 



ATOM 13994 OWO WAT W14 93_ 



-14.269 -5.974 



ATOM 13995 OWO WAT_ 

ATOM 13996 OWO 

ATOM 13997 OWO WAT 

ATOM 13998 OWO "WAT" 



26.289 -7.775 



W1495 



34.066 -3.108 



W1496 



-14.646 



-16.018 
12.S48 



1.00 47.58 



W1497 



S5.374 
15.954 



-31.405 
15.469 



^29,324 
"3S.362 



1.00 52.00 



1.00 72, 



1.00 61 



1.00 57 



44 8 

18 8 

15 8 
^0 8 



ATOM 13999 OWO WAT W149'8" 



-7.203 
-23.086 



12.722 



-41.843 
•13. 615 



1.00 62 



ATOM 14000 OWO WAT W1499 



6.634 
12.053 



22.613 
-3.572 



1.00 63.67 



ATOM 14001 OWO WAT W1500 



ATOM 14 002 OWO WAT W1501 



36.052 
-18.245 



8.97i 
44.55^ 



-13.243 
18.490 



1.00 64 



39 

TT 



ATOM 14 003 OWO WAT WIS 02 



-2.969 



^.663 
26,488 



1.00 57 



8 

1,00 67.79 8 



ATOM 14 004 OWO 
ATOM 14005 OWO"" 



WAT 
WAT 



W1503 



W1504 



-27.749 



-2.282 1.00 43.TT" 



ATOM 14 006 OWO WAT 



W1505 
W1506 



-19.728 -17.953 



S.794 
-7.148 



1.00 39.42 
1.00 60.48" 



ATOM 14 007 



ATOM 14"00F 



OWO 
OWO 



WAT 



WAT W1507 



32.4B1 -4.815 



-25.645 -28.659 -17.109 1.00 58, 



-35.016 -9.663 -34.379 1.00 53' 



40 ^ 

HZ 3 



ATOM 14009 OWO WAT W1508" 



1.00 47.47 



ATOM 14010 OWO WAT W1509 



-19.287 17.280 



'40.314 
22.063 



1.00 63.18" 



ATOM 



ATOM 



14011 
14012 



ATOM 14013 



OWO 
OWO 

OWO 



WAT WISIO 



WAT WISH 



31.746 14.504 



WAT Ml 512 



-3.323 -22.319 -16.601 1,00 57.20 
-25.853 3.687 -45,599 1.00 55.53 



ATOM 14014 OWO WAT W1513 



-29.094 
36.081 



-18. 626 
13.947 



-27.695 
-2.4i^ 



1.00 43.45 
1.00 40. 2T" 



ATOM 14015 OWO WAT W1514 



ATOM 14017 OWO WAT 



Wi5l5 
W1516 



-18.770 -21.204 



-9.620 
-10.884 



1.00 53.25 8 
1.00 5^.38 8 



ATOM 14018 OWO WAT 



-4.207 
-18.729 



0.165 
18.492 



2.801 1.00 31.83 g 



ATOM 14019 OWO WAT" 



ATOM 14020 OWO WAT 



ATOM 14021 OWO WAT 



W1517 
W1518 



ATOM 14022 OWO WAT 



W1519 
W1520 



-10.959 
-0.019 



ATOM 14 023 OWO WAT W1521 



-6.360 

ii.^^^ 



•12.063 
33.161 



-45.732 1.00 72.69 
-52.470 1.00 55.38 



45.076 -41.331 1.00 63. IF 



ATOM 14 024 
ATOM 14 025 



OWO 
OWO 



WAT W1522 



WAT 



W1523 
W1524 



28.576 
-17,204 



-1.577 -37.249 1 . 00 65.3T" 



2.406 
■19.417 



-27.859 
-8.647 



1.00 48.42 



^ 1.00 47.80" 

11.504 -7.340 20.048 1.00 47.40 



8 



ATOM 



ATOM 



14026 



OWO WAT 



ATOM 14028 OWO" 
ATOM 14 029 OWO" 



OWO WAT 



WAT 
WAT 



W1525 -6. 807 4.227 -57.520 1.00 61.72 8 

W152^ -33.200 30.257 -36.553 1.00 83.13 8 

W1527 -12.4 61 2.60^ " ^' " 



-47.634 1.00 57. 



19.655 -6.604 -18.180 1.00 41 



62 8 

03 8 



ATOM 14030 OWO WAT W1528 



-29!989 -18.416 -36.523 1.00 44,27 8 



ATOM 14031 OWO WAT W1529 



ATOM 14032 OWO WAT W1530 



23.842 
24 .350 



8.885 
11.497 



-25.845 1.00 43. 2T" 
22.450 1.00 53.02 



ATOM 14033 OWO WAT W153ir 
ATOM 14 034" 



ATOM 14035 



OWO 
OWO 



WAT W1532 



24.354 33.151 -13.346 



15 



WAT W1533 



-22.894 



39.661 
9.195 



•32.585 
-23.366 



1.00 47 
1.00 66."5S~ 
1.00 52, "W 



ATOM 14036 OWO WAT W1534 



- 38.505 
2.07d 



ATOM 14037 OWO WAT W1535 



7.103 32,830 1.00 46 



-9!o74 16.904 -55.002 1.00 50 



43 
53 



ATOM 14038 OWO WAT W1536 



1.00 63.52~ 
1.00 52.18" 



14039 OWO WAT W1537 



ATOM 14040 
ATOM 14041 



OWO 
OWO 



WAT W1538 



WAT W153'9" 



-9.028 



2.650 
32.^41 



45.080 



-I9. 7l9 -9.916 -14.06V 1.00 40.93 

1.00 39.09 



ATOM 14042 OWO WAT W1540 



-17.294 
26.538 



-28.359 
8.255 



-6.829 
21.058 



1.00 59.59" 
1.00 43.02 



ATOM 14043 OWO WAT W1541 



ATOM 14044 OWO WAT W1542 



-12.593 



ATOM 14 045 OWO WAT W1543" 



-2.881 
26.116 



32.217 
-18. 690 



-45.858 

15.619 



l.OQ 4 6.66 

-17.057 -6.617 1.00 ei.JcT 



ATOM 14 04 6 OWO WAT W1544" 



ATOM 14 047 OWO WAT W1S45 



-6.632 5.463 -6.567 1.00 59.09 8 
1.00 4 5.22 8 



ATOM 14048 OWO WAT W154T" 



7.052 22.421 



18.419 
6.839 



1.00 63.03 

17.794 3.434 -37.646 1.00 59.93" 



ATOM 14049 OWO WAT W1547" 



37 .065 -1.529 



ATOM 14050 OWO WAT W1548~ 



ATOM 

ATOM, 



14051 OWO WAT W1549 



-26.889 20.474 



1.00 53.71 



21.776 - 

-32.655 6.382 1.629 1.00 41.18 
20.903 30.086 -14.898 1.00 42^55 



14052 OWO WAT W1550 



ATOM 14053 OWO WAT W1551 



ATOM 14054 OWO WAT W1552 



36.713 17.558 -2.138 1.00^ 



8 

96 8 



# 
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ATOM 


14055 


owo 


WAT 


W1553 






-48 . 967 


1 , 00 


58 . 06 


Q 


ATOM 




owo 


WAT 


W1554 


14.441 




28 . 68^ 


1 . 00 


43 . 07 


g 


ATOM 


14057 


owo 


WAT 


W1555 






—39.345 


1 . 00 


5 5,77 


o 
o 


ATOM 


14058 


owo 


WAT 


W1556 




— 17 . 016 


-23 .388 


1 . 00 


62 . 61 


. g 


ATOM 


14059 


owo 


WAT 


W1S57 


-4 4 . 765 


23 . 292 


8 • 031 


X . \J\J 


i Q on 


p 


ATOM 


14060 


owo WAT W1558 


16 . 692 


31 . 4 11 


«1 1 . Vl2f 


1 f\t\ 
1 , 


i«i A'i " 
J o . 4 o 


o 
o 


ATOM 


14061 


owo 


WAT 


W1559 


-30 . 646 


25 . 870 


_1 1 tin 
— 11 . 1 fts 


1 , 00 


37 , 60 


8 


ATOM 


14062 


owo 


WAT 


W1560 


-13 . 487 


-33 . 825 


—30 . 041 


1 . 00 


57 , 20 


8 


ATOM 


14063 


owo 


WAT 


W1561 


-2 6 . 430 


-10 .011 


— 1 . 095 


1 . UU 


45.87 


8 


ATOM 


14064 


owo 


WAT 


W1562 


-20.544 


39. 964 


La . 7 IV 


1 . 00 


5^.57 


8 


ATOM 


14065 


owo 


WAT 


W1563 


6, 788 


-10 . 336 


13 . 601 


1 . 00 


4 si « 6^ 


8 


ATOM 


14066 


owo 


WAT 


W1564 


27 . 297 


-30. 022 


13 . 252 


1 . 00 


50.08 


8 


. ATOM 


14067 


owo 


WAT 


W1565 


• -39.440 


11. 969 


-6. 864 


1 . 00 


78,88 


8 


ATOM 


14068 


owo 


WAT 


W1566 


18. 452 


-7. 297 


-23 .723 


1. 00 


36.69 


8 


ATOM 


14069 


owo 


WAT 


W1567 


-10. 861 


-16.025 


14 . 308 


1 . 00 


56.61 


8 


ATOM 


14070 


owo 


WAT 


W1568 


3. 098 


7. 518 


-7 .880 


1.00 


40,56 


8 


ATOM 


14071 


owo WAT W1569 


23. 182 


33.877 


16. 880 


1. 00 


56, 99 




ATOM 


14072 


owo 


WAT 


W1570 


-19. 835 


-31.243 


-5.350 


1.00 


46.13 


8 


ATOM 


14073 


owo 


WAT 


W1571 


-9.998 


-1.114 


-53. 544 


1. 00 


64 . 88 


8 


ATOM 


14074 


owo 


WAT 


W1572 


-38.491 


9.950 


-4 . 998 


1.00 


43. 82 


8 


ATOM 


14075 


owo 


WAT 


W1573 


-22.929 


36.810 


-31.936 


1.00 


56.40 


8 


ATOM 


14076 


owo 


WAT 


W1574 


-21.739 


-5.161 


19,901 


1.00 


79,46 


8 


ATOM 


14077 


owo 


WAT 


W1575 


-2.934 


-2. 192 


-11.577 


1.00 


53.32 


8 


ATOM 


14078 


owo 


WAT 


W1576 


1.930 


3.083 


-55.513 


1.00 


52.05 


8 


ATOM 


14079 


owo 


WAT 


W1577 


-33.479 


23.230 


-0.422 


1.00 


55.13 


8 


ATOM 


14080 


owo 


HAT 


W1578 


-8.833 


-3.605 


-41.372 


1.00 


45.41 


8 


ATOM 


14081 


owo 


WAT 


W1S79 


24.793 


-19.506 


-6.924 


1.00 


54.02 




ATOM 


14082 


owo 


WAT 


W158D 


34.848 


-4.653 


-5.031 


1.00 


59.02 


8 


ATOM 


14083 


owo 


WAT 


W1581 


-9,326 


6.577 


-2.500 


1.00 


45.27 


8 


ATOM 


14084 


owo 


WAT 


W1582 


-34.017 


21. 907 


-10.095 


1.00 


57.91 


8 


ATOM 


14085 


owo 


WAT 


W1583 


10.450 


-6. 119 


-36. 930 


1.00 


53.71 


8 


ATOM 


1408^ 


owo 


WAT 


W15a4 


17.062 


-8.252 


-19.822 


1.00 


54.09 


8 


ATOM 


14087 


owo 


WAT 


W1585 


. -10.074 


-18. 992 


4.066 


1.00 


68.28 


8 


ATOM 


14088 


owo 


WAT 


W1586 


-32.254 


26.353 


-13.538 


1.00 


60.32 


8 


ATOM 


14089 


owo 


WAT 


W1587 


-26.476 


40.759 


-28. 429 


1.00 


85.74 


8 


ATOM 


14090 


owo 


WAT 


W1SB8 


-7.254 


9.706 


35. 933 


1.00 


65.77 


8 


ATOM 


14091 


owo 


WAT 


W1589 


3.347 


14 .375 


28 .005 


1.00 


62 .31 


8 


ATOM 


14092 


owo 


WAT 


W1590 


-16.017 


44.920 


-14 . 527 


1.00 


57.13 


8 


ATOM 


14093 


owo 


WAT 


W1591 


-4.941 


41,678 


-20.061 


1.00 


53.26 




ATOM 


14094 


owo 


WAT 


W1592 


-33.586 


23. 946 


-2 . 944 


1.00 


54 . 99 


8 


ATOM 


14095 


owo 


WAT 


W1593 


17. 840 


-2. 669 


-29. 515 


1.00 


63.02 


8 


ATOM 


14096 


owo 


WAT 


W1594 


-36. 693 


10.364 


3 . 923 


1.00 


53.04 


8 


ATOM 


14097 


owo 


WAT 


W1595 


-20. 823 


19.843 


-42 . 842 


1. 00 


51 . 37 


8 


ATOM 


14098 


owo 


WAT 


W1596 


33. 624 


5.885 


21 . 824 


1 . 00 


26.21 


8 


ATOM 


14099 


owo 


WAT 


W1597 


12. 435 


-4 .010 


-38 .411 


1.00 


77 . 66 


8 


ATOM 


14100 


owo 


WAT 


W1598 


38.776 


-6,230 


0.148 


1 . 00 


60. 22 


8 


ATOM 


14101 


owo 


WAT 


W1599 


19. 324 


20. 994 


-41 . 117 


1 . 00 


50.77 


8 


ATOM 


14102 


owo 


WAT 


W1600 


7.759 


-15. 569 


2 . 567 


1.00 


48.25 


8 


ATOM 


14103 


owo 


WAT 


W1601 


-21.226 


18 . 985 


-39. 203 


1. 00 


68 . 46 


8 


ATOM 


14104 


owo 


WAT 


W1602 


8 . 691 


-6. 327 


-34 , 287 


1 . 00 


53*54 


8 


ATOM 


14105 


owo 


WAT 


W1603 


38 . 087 


5 . 555 


6. 522 


1 . 00 


50.44 


8 


ATOM 


14106 


owo 


WAT 


W1604 


36. 648 


10 . 164 


-1 . 126 


1 . 00 


56.63 


8 


ATOM 


14107 


owo 


WAT 


W1605 


0. 189 


10 . 691 


-4.259 


1 . 00 


59 . 04 


8 


ATOM 


14108 


owo 


WAT 


W1606 


-10.282 


4 . 070 


-50 . 622 


1 . 00 


70 , 94 


8 


ATOM 


14109 


owo 


WAT 


Wl6b7 


-22 ,499 


-12 . 608 


11 , 372 


1 . 00 


52 , 39 


8 


ATOM 


14110 


owo 


WAT 


W1608 


-22 . 919 


-24 .899 


-0 . 389 


1 . 00 


CQ -SI 

59.21 


a 

o 


ATOM 


14111 


owo 


WAT 


W1609 


-11.351 


6.426 


-0 . 868 


1 . 00 


39» 5U 


a 


ATOM 


14112 


owo 


WAT 


W1610 


-3. 473 


-25 . 8 65 


-19, 772 


1 . 00 


Dl • OA 




ATOM 


14113 


owo 


WAT 


W1611 


0. 336 


-20 . 875 


—37 » 737 


1 . 00 


4 6.30 


8 


ATOM 


14114 


owo 


WAT 


W1612 


-12 . 171 


7 , 674 


-53 , 993 


1 . 00 


57 . 48 


8 


ATOM 


14115 


owo 


WAT 


W1613 


18 597 


—0 . 194 


—31 . 535 


1 . 00 


93 . 39 


8 


ATOM 


14116 


owo WAT W16I4 


3.1V4 


-18,168 


15.809 


1,00 


37, 66 


8 


ATOM 


14117 


owo 


WAT 


W1615 


0.168 


^.^64 


-16.021 


1.00 


56.01 




ATOM 


14118 


owo 


WAT 


W1616 


-5.454 


15.769 


-5.313 


1.00 


44.44 


8 


ATOM 


14119 


owo 


WAT 


W1617 


2.206 


42.395 


-5.347 


1.00 


53.85 


8 


ATOM 


14120 


owo 


WAT 


W1618 


-26.382 


38.072 


-29. 440 


1.00 


68. 41 


8 


ATOM 


■14121 


owo 


WAT 


W1619 


27 . 655 


31 .745 


-12. 306 


1. 00 


50.77 


8 


ATOM 


14122 


owo 


WAT 


W1620 


-3 , B69 


-26. 735 


-22.056 


1.00 


42.63 


8 


ATOM 


14123 


owo 


WAT 


W1621 


20.946 


21.972 


-39.315 


1.00 


52.90 


8 


ATOM 


14124 


owo 


WAT 


W1622 


-28.200 


21.881 


-45.060 


1.00 


64.80 


8 


ATOM 


14125 


owo 


WAT 


W1623 


-4.118 


31.682 


9.460 


1,00 


42.34 


8 


ATOM 


14126 


owo 


WAT 


W1624 


-30.043 


-33.722 


-8.338 


1.00 


52,94 


6 


ATOM 


"14127 


owo 


WAT 


W1625 


-22.043 


-8.424 


14. 124 


1.00 


45.67 


^ 


ATOM 


14128 


owo 


WAT 


W162 6 


-3.381 


42.962 


-5.029 


1.00 


73.06 


8 


ATOM 


14129 


owo 


WAT 


W1627 


4.905 


12.358 


28.900 


1.00 


76.17 


8 


ATOM 


14130 


owo 


WAT 


W1628 


-44.353 


17.375 


-36.467 


1 .00 


56.85 


8 


ATOM 


14131 


owo 


WAT 


W1629 


15.065 


21.694 


29,892 


1.00 


55.32 


8 


ATOM 


14132 


owo 


WAT 


W1630 


-31.082 


-34 .137 


-6.040 


1.00 


75.51 


8 


ATOM 


r4133 


owo 


WAT 


W1631 


22.452 


20.038 


-26,073 


1.00 


63.82 


8 



10/529196 
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ATOM 



ATOM 



14134 
14135 



OWO WAT W1632 
OWO WAT W1633 
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10.960 -0.153 ie.102 1.00 43.76 
1.00 52,3"6" 



-5.471 17.366 



1.303 
-21.015 



14136 
14137 



OWO WAT W1634 
OWO WAT W1635 



28.069 



14.492 
-8.761 



1.00 75.25 



ATOM 



OWO WAT W1636 
OWO WAT W1637 



-40.912 
-39.673 



16.4 64 
18.933 



-29.970 
16.433 



1.00 74.41 8 



ATOM 



14138 
14139 



"26.682 
■37.924 



1.00 41.90 8 



ATOM 



ATOM 14140 OWO WAT W1638" 



-41.019 



1.00 44.81 



8 



23.114 20.749 



1.00 62.75 



8 



ATOM 14141 OWO WAT W1639 



13.909 

17.999" 



21.823 27.581 1.00 58.0^ 8 



ATOM 14142 



OWO WAT W1640 
OWO WAT W1641 



-10.593 
-34.602 



-19.612 1.00 64.30" 8 



ATOM 14143 



ATOM 1414 4 OWO WAT W1642 



-29.748 



•3.550 
21.2^7 



l.OO 76."92~ 



8 



17.619 



4.843 
-12.723 



-jb.7S3 



1.00 66.25 



ATOM 14145 OWO WAT W1643 



1.645 



l.QQ 61.05 



14.388 -7.058 -31.736 1.00 ^9.27 



8 



ATOM 1414 6 OWO WAT W1644 



ATOM 



14147 
14148 



OWO WAT W1645 



-0.345 -14.526 



-31.946 
r55.505 



6 



1.00 46.7:S 8 



ATOM 



OWO WAT. W164 6 



-8.332 



28,576 
32.094 



1.00 61.32 



8 



14149 
14150 



OWO WAT W1647 
OWO WAT W1648 



19.257" 



2.968 
-9.422 



1.00 48. fo" 
1.00 44. sT" 



ATOM 14151 OWO WAT W1649" 



34.897 



"4.147 
-8.097 



8 



19.076 1.00 63!73 8 



8.542 
7.894 



15.024 
-4.170 



ATOM 14152 OWO WAT W1650 



20.911 
-34 . 227" 



1.00 49.59 ■ 8 



ATOM 



14153 
14154 



OWO WAT W1651 



-42.243 



- 26.733 
-6.216 



1.00 60.83 



8 



ATOM 



OWO WAT W1652 



1.222 



■23.4 95 
-12.786 



1.00 55.04 8 



ATOM 14155 OWO WAT W1653 



-39.417 



-2.430 
-16,650 



1.00 65.68 8 



ATOM 14156 OWO WAT W1654 



25.577 



-27.279 

31.64s 



1.00 61.6"Q 8 



ATOM 



14157 
14159 



OWO WAT W1655 
OWO WAT W1656 



-32.489 
-2.135 



1.00 65.35 



8 



6,nt -54. 64^ 1.00 6^:n §• 



ATOM 



ATOM 14160 OWO WAT WiesT" 



14.600 -0.231 



21.129 
-58.001 



1.00 60.74 8 



ATOM 14161 



OWO WAT W1658 
OWO WAT W1659 



-4. 457 30.566 



1.00. 60.06 8 



-24.663 25.436 ^5.3^2 1.00 51.92 



ATOM 



14162 
141^3 



ATOM 14164 



OWO WAT W1660 
OWO WAT W1661 



-30.895 
13.456 



3.943 17.979 1.00 68.3:^ ~H 



-4 .425 
005 



-46. 299 
-44.086 



1.00 64.41 8 



ATOM 14165 OWO WAT W1662 



13.680 



ATOM 14166 OWO WAT W1663 



1.00 51.92 



"8 



.430 41.834 



"37,857 
24.428 



1.00 49.13 



8 



ATOM 



14167 
14168 



OWO WAT W1664 



-25.688 22.980 



1.00 52.31 



ATOM 



OWO WAT W1665 



"13.408 
-35.176 



31.350 
11.924 



4.122 
-47.528 



1.00 41. sT* 



8 



ATOM 14169 OWO WAT W1666 



1.00 69. 9T 



ATOM 



14170 



OWO WAT W1667 
OWO WAT W1668 



-42.300 
-9.421 



8.351 -7.967 1.00 ^6.51 



ATOM 



ATOM 14172 OWO WAT Wl66g" 



1.291 
-9.859 



-49.400 1.00 77.26 



8 



-37.045 



-44.369 
-34.135 



1.00 60.39^ 



6 



ATOM 14173 OWO WAT W1670 



-21.799 37.732 



1.00 75. ^T" 



ATOM 14174 OWO WAT W1671 



-14.063 



8.4 90 
37.500 



-52.331 1.00 61.21 



8 



ATOM 14175 OWO WAT W1672 



15.586 



7.268 
"58.2^4 



1.00 44.57 8 



ATOM 14176 OWO MftT W1673 



2. 252 



3.271 



1.00 52. B2 



8 



5.901 1.00 52.^4 8 



ATOM 14177 OWO MAT W1674 



35.234 



17.637 
23.206 



ATOM 14178 OWO WAT W1675 



-23.005 



25.335 
-56.891 



1.00 65.44 8 



ATOM 14179 OWO WAT W1676 



1.139 0.927 



1.00 55.55 



8- 



-35.798 18.148 10.922 1.00 37.96 ' 8 



ATOM 



14180 
14181 



OWO WAT W1677 



14182 
14183 



OWO WAT W1678 
OWO WAT W1679 



40.483 
-20.956 



-3. 4 65 
39.622 



4.749 
"12.487 



1.00 55 .32 



8 



1.00 63.20 



-28.635 16.094 19.516 1.00 53. 4T" 



"8 



ATOM 



OWO WAT W1680 



ATOM 14184 OWO WAT W1681 



7.578 
14.312 



26.430 



-12.825 



28.333 
9.223 



1.00 44.84 8 



ATOM 14185 



OWO WAT W1682 
OWO WAT W1683 



1.00 65.36 8 



2.250 -0.554 -12.943 1.00 74.01 T 



ATOM 14186 



ATOM 14187 OWO WAT W1684 



5.301 -19.371 -3.416 1.00 35.93 ? 



ATOM 



14188 
14189 



OWO WAT W16e5 
OWO WAT W1686 



-7.629 
4.12^ 



-12.020 -43.511 1.00 57.25 8 



ATOM 



20.000 



-21.659 
30.752 



-4.630 1.00 54.84 8 



ATOM 14190 OWO WAT W1687 



-35.304 1.00 59.19 



8 



ATOM 14191 



OWO WAT W1688 
OWO WAT W1689 



26.048 



33.114 
1.509 



13.581 
-57.689 



1.00 41.21 



"8 



ATOM 14192 



-4.238 



ATOM 14193 OWO WAT W1690 



28.076 
"44.918 



1.00 63.61 



24.645 -14.8^7 1.00 42.39 T 



1.105 -33,902 1.00 46.^3 "8 



ATOM 14194 OWO WAT W1691 



ATOM 14195 



ATOM 14196 



OWO WAT W1692 
OWO WAT W1693 



36.483 3.841 ^,31^ 1.00 ^3.46 



-22.992 35.413 -14.51^ 1.00 51.34 



ATOM 14197 OWO WAT W1694'' 



-2.583 41.992 -11.053 1.00 49.75 



-36.2.77 7.919 -3.224 1.00 49. "gg^ 



8 



ATOM 
ATOM 



14198 
14199 



OWO WAT W1695 
OWO WAT W1696 



8 



ATOM 14200 OWO WAT wiegT" 



-3.191 16.551 -ll.OlO 1.00 59.13 8 



-8.438 -11.125 10.787 1.00 50.39 



8 



ATOM 14201 OWO WAT W1698 



-29.533 -29.040 -0.550 1.00 70.71" 



ATOM 



14202 
14203 



OWO WAT W1699 



-44.081 13.665 -37.921 1.00 55.90 



8 



OWO WAT W1700 



12.547 



■12.987 
-0.45r 



6.332 1.00 48.82 



8 



ATOM 14204 



OWO WAT W1701 
OWO WAT W1702 



-34.928 
30.447 



23,090 

1.047 -18.357 



-12.467 1.00 53.99 8 



ATOM 14205 



-14.162 1.00 54.89" 



8 



ATOM 14206 OWO WAT W1703 



21.781 
15.034 



11.041 1.00 44.68 



8 



ATOM 14207 



OWO WAT W1704 
OWO WAT W1705 



- 14.082 
-0.956 



-49.851 1.00 49.34 



8 



ATOM 14208 



-6.583 1.00 46.18 8 



ATOM 14209 OWO WAT W1706 



22.464 26.133 -31.030 1.00 47.20 8 



ATOM 14210 OWO WAT W1707 



"42.461 16.483 



_ 9.292 
_18.608 



1.00 44.43 



8 



ATOM 



14211 
14^12 



OWO WAT W1708 
OWO WAT W1709 



-^ 22.587 
"36.107 



15.194 
3.229 



1.00 47.62 



ATOM 



ATOM 14213 OWO WAT W1710'" 



9.439 1.00 61.28 8 



23.092 23.059 -32!278 1.00 57.42 8 



# 
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ATOM 


14214 


OWO 


WAT 


W1711 


-34. 407 


-11.742 


-17. 991 


1.00 


65.83 




ATOM 


li|215 


OWO 


WAT 


Wl'^12 


-8. 661 


41.345 


-3.860 


1.00 


45.53 


8 


ATOM 


14216 


OWO 


WAT 


W1713 


32. 671 


26. 867 


16:728 


1.00 


57.38 


3 


ATOM 


14217 


OWO 


WAT 


W1714 


-6. 678 


35 . 831 


13,489 


1.00 


64,39 


g 


ATOM 


14218 


OWO 


WAT 


W1715 


-23. 646 


37 , 511 


14 . 672 


1,00 


61.09 


Q 


ATOM 


14219 


OWO 


WAT 


W1716 


0.827 


-0 . 2 65 


-52 . 145 


1,00 


53.86 


8 


ATOM 


14220 


OWO 


WAT 


W1717 


-25 . 957 


24 . 210 


6.325 


1.00 


10.60 


8 


ATOM 


14221 


OWO 


WAT 


W1718 


-36. 915 


■ "8.315 


-6.910 


1.00 


24.37 


8 


ATOM 


14222 


OWO 


WAT 


W1719 


-21 , 930 


32 . 584 


9 , 733 


1.00 


40.38 


— § 


ATOM 


14223 


OWO 


WAT 


W1720 


-33 . 837 


"'-7 .231 


-30* 663 


1.00 


43.71 


8 


ATOM 


14^2^" 


OWO WAT wiiai 




-321. "55^" 






8 


fxxyjpi 


1422'S" 


OWO 


WAT 


W1722 


3 229 




-45,6"77 


1.00 38.93 


8 


ATOM 


14 £^ O 


OWO 


WAT 


W1723 




—23 .141 




1.00 


38.15 


8 


ATOM 


1 iS 90*7 
X*i £ii t 


OWO 


WAT 


W1724 


— *s ^ 9 9 


— 6 . 698 


—2 6 , 084 


1.00 


44.27 


o 
o 


ATOM 


14 228 


.OWO 


WAT 


W1725 


—29 , 595 


—22 .24 0 


—19 . 130 


1.00 


4 4.10 


8 


ATOM 


1 il 99 Q 


OWO 


WAT 


W1726 


—16. 025 


—23 . 004 


-19,7 98 


1.00 


39.23 


g 


ATOM 




OWO 


WAT 


W1727 


— 21 . 211 


34.471 


6.474 


1.00 


50.02 


O 


ATOM 


14231 


OWO 


WAT 


W1728 


— 9*3 *CTn 

^ J . o /u 


30.994 




1.00 


45.69 


8 


ATOM 


1 4 £ J^C 


OWO 


WAT 


W1729 




T7 1 9 Q 


91 fl fin 


1.00 


33.03 


Q 

0 


ATOM 


14 233 


OWO 


WAT 


W1730 


—u .no 


i9 . 3 1 O 


—13 . 22 9 


1.00 


53.80 


8 


ATOM 


14 2 3 4 


OWO 


WAT 


W1731 




48.593 


— 24 . 13 6 


1. 00 


50. 85 


8 


ATOM 


14235 


OWO 


WAT 


W1732 


21 . 535 


12.081 


-30 . 7 67 


1.00 


30. 13 


8 


ATOM 


14236 


OWO 


WAT 


W1733 


—9 . 378 


45 .366 


—42, 067 


1.00 


44 .78 


6 


ATOM 


14237 


OWO 


WAT 


W1734 


- Jl . 127 


-7 .594 


-30 . 942 


1.00 


55.30 


8 


ATOM 


14238 


OWO WAT W1735 




34 . 673 


—48, 764 


1.00 


45.60 


8 


ATOM 


14239 


OWO 


WAT 


W1736 


— 36* 306 


—10 .774 


—41 .03/ 


1.00 


65.06 


6 


ATOM 


14240 


OWO 


WAT 


W1737 


-1.849" 


41 . 668 


-39. 187 


1.00 


53.53 


8 


ATOM 


14241 


OWO 


WAT 


W1738 


-22 . 810 


-22 . 313 


-41 , 158 


1.00 


65.78 


8 


ATOM 


1424 2 


OWO 


WAT 


W1739 


30 . 918 


-1.182 


13 , 530 


1,00 


60.46 


8 


ATOM 


1424 3 


OWO 


WAT 


W1740 


-9. 535 


18 ,063 


38 . 151 


1.00 


45.28 


8 


ATOM 


14244 


OWO 


WAT 


W1741 


—8 . 115 


35 . 903 


-45 . 010 


1.00 


57.77 


8 


ATOM 


1424 5 


OWO 


WAT 


W1742 


1 . 588 


17 .093 


-59, 629 


1.00 


59.92 


8 


ATOM 


14246 


OWO 


WAT 


W1743 


5. 838 


-1 . 126 


24 . 135 


1.00 


45.93 


6 


ATOM 


14247 


OWO 


WAT 


W1744 


-2 4.194 


-29. 962 


-5 . 791 


1.00 


45.39 


8 


ATOM 


14248 


OWO 


WAT 


W1745 


-31.748 


18 . 985 


-19. 332 


1. 00 


43. S9" 


8 


ATOM 


14249 


OWO 


WAT 


W1746 


-6. 186 


-1.423 


38 , 669 


1.00 


39.56 


8 


ATOM 


14250 


OWO 


WAT 


W1747 


-1 . 498 


9 , 519 


-2 , 477 


1.00 


48.71 


8 


ATOM 


14251 


OWO 


WAT 


W1748 


19 . 319 


-14 . 804 


-10 . 471 


1.00 


53.07 


8 


ATOM 


142 52 


OWO 


WAT 


W1749 


—2 6 . 713 


-9 , 833 


7 . 670 


1.00 


53.89 


8 


ATOM 


14253 


OWO 


WAT 


W1750 


0 . 97 6 


28 . 617 


-43 . 64 5 


1,00 


39,79 


8 


ATOM 


142 54 


OWO 


WAT 


W1751 


—23 . 4 99 


22 .257 


o no 
2^ , 990 


1.00 


50.31 


8 


ATOM 


14255 


OWO 


WAT 


W1752 


— ^ . D 


1 "3 a "3 Ii 
X J . o ^0 


—2 .737 


1.00 


48. 54 


8 


ATOM 


142 56 


OWO 


WAT 


W1753 


— 1 Q9 R 


—14 .391 


11 . 323 


1.00 


44.35 


8 


ATOM 


14257 


OWO WAT W1754 . 


1 . 610 


4.170 


— 9 , 14 6 


1.00 


48.12 


8 


ATOM 


14258 


OWO 


WAT 


W1755 


4 « D / U 


— X O . H 


— u , oy 1 


1.00 


52,10 


8 


ATOM 




OWO 


WAT 


W1756 


— 1 O 1 ^ A 

— Xy . X4 D 


— • 1.^3 


99 9Q"J 


1.00 


48,79 


' Q 
O 


ATOM 




OWO WAT W1757 


-25 ."^67 


—91 RCI 
— 1 . 0 OX 


— 9R 9^"a 


1.00 


59.07 


a 
O 


ATOM 


14261 


OWO 


WAT 


W1758 


-9.836 


-lb. 938 


9fl e^^n 


1.00 


57.59 


8 


ATOM 


142 62 


OWO *WAT 


W1759 


—6 .4 54 


42.247 


— Xy • OH 9 


1 . 00 


47 . 00 


O 


ATOM 


142 63 


OWO 


WAT 


W1760 


-36. 899 


-11 839 


— 17 1 105 


1.00 


47.83 




ATOM 


14264 


OWO 


WAT 


W1761 


-33. 4^7 


-13'.22i" 


—20 , 32 6 


1.00 


37.19 


8 


ATOM 


142 65 


OWO 


WAT 


W1762 


17 . 415 


0.506 


-36.013 


1.00 


68.02 


8 


ATOM 


14266 


OWO 


WAT 


W1763 


31.597 


-5 114 


9, 670 


1.00 


4^.31 ■ 


8 


ATOM 


14267 


OWO 


WAT 


W1764 


38 . 94 4 


7. 


17,54 9 


1.00 


57.62 


8 


ATOM 


14268 


OWO 


WAT 


W1765 


5 . 021 


19.475 


26. 741 


1.00 


63.4 4 


8 


ATOM 


14269 


OWO 


WAT 


W1766 


-14 . 742 


51. 234 


-35 . 204 


1.00 


55,85 


8 


ATOM 


14270 


OWO 


WAT 


Wl^6^ ■ 


"" 30.054 


16. 206 


-20 . 04 6 


1.00 


55.24 


8 


ATOM 


14271 


OWO 


WAT 


W17^6 


■ -43."344 


16.479 


-2 6.431 


1.00 


58.84 


8 


ATOM 


14272 


OWO 


WAT 


W1769 


-7. 674 


-9, 725 


33 . 466 


1.00 


59. 11 


8 


ATOM 


14273 


OWO 


WAT 


W1770 


28.229 


22 , 783 


-9, 368 


1.00 


39.54 


8 


ATOM 


14274 


OWO 


WAT 


W1771 


-9,588 


17.723 


-7,321 


1.00 


56,62 


8 


ATOM 


14275 


OWO 


WAT 


W1772 


-25.501 


17.844 


-38.107 


1.00 


61.58 


8 


ATOM 


14276 


OWO 


WAT 


W1773 


40.972 


5,064 


-17,038 


1.00 


65,34 


8 


ATOM 


14277 


OWO 


WAT 


W1774 


-2,033 


35.476 


-50.936 


1.00 


54.83 


8 


ATOM 


14278 


OWO 


WAT 


W1775 


-23.544 


12.827 


.26.605 


1.00 


75.90 


8 


ATOM 


14279 


OWO 


WAT 


W1776 


-36. 684 


-8.716 


-27.027 


1.00 


68.20 


8 


ATOM 


14280 


OWO 


WAT 


W1777 


-19.657 


13.842 


19.831 


1.00 


53,01 


8 


ATOM 


14281 


OWO 


WAT 


W1778 


8.494 


0.060 


27. 651 


l.OO 


53.26 


8 


ATOM 


14282 


OWO 


WAT 


W1779 


-9.656 


32.229 


-50.895 


1.00 


72.54 


8 


ATOM 


14283 


OWO 


WAT 


W1780 


0.910 


25. 609 


24.745 


1.00 


52.48 


8 


ATOM ' 


14284 


OWO 


WAT 


W1781 


38.052 


13.815 


-17.186 


1.00 


63.54 


8 


ATOM 


14285 


OWO 


WAT 


W1782 


-15.541 


6.811 


-41. 879 


1.00 


48. 63 




ATOM 


14286 


OWO 


WAT 


W1783 


-6.210 


5.749 


37.402 


1,00 


58.49 


8 


ATOM 


14287 


OWO 


WAT 


W1784 


-13.528 


39.320 


13.645 


l.OO 


56.32 


8 


ATOM 


14288 


OWO 


WAT 


W1785 


-6.470 


8.388 


-6.209 


-ITbo 


49.86 


€ 


ATOM 


14289 


OWO 


WAT 


W1786 


-19.695 


15.201 


37.871 


1,00 


44.61 


8 


ATOM 


14290 


OWO 


WAT 


W1787 


-25.000 


-11.595 


14.973 


1.00 


66.07 


8 


ATOM 


14291 


OWO 


WAT 


W1788 


-29. 414 


-21.836 


-21.550 


l.OO 


57.02 


8 


ATOM 


14292 


OWO 


WAT 


W1789 


-31.774 


25,557 


-42.143 


l.OO 


48.15 


8 



#0/529196 



WO 2004/029239 



PCT/GB2003/004104 



ATOM 



14293 

14294" 



OWO WAT W1790 
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36,648 9.899 7.890 1.00 54,02 



ATOM 



OWO WAT W1791 



-9,660 
-12,851 



48.469 
10.36^ 



■■25.894 
41.6fe4 



1.00 58 
1.66 7^ 



.3fe 8 



ATOM 



14295 
142^6 



OWO WAT W1792 
OWO WAT W1793 



37.044 
" 6,133 



.19 



ATOM 



ATOM 14297 OWO WAT W17'9T" 



-10.095 
39.789 



28.549 



1.00 ^3, 
1.00 SO, 



35 8 
'96 8 



ATOM 14298 OWO WAT W1795 



-10.438 -20.237 -6,155 



1.00 70 
1.00 53 



.47 



ATOM 14299 



OWO WAT W1796 
OWO WAT W1797 



1.062 



-27.252 

— sTTTe 



-20.217 
-25.135 



-5.097 
-27.438 



26 8 
38 e 



ATOM 



14300 
14301 



OWO WAT W1798 
OWO WAT W1799 



1.00 75 



ATOM 



-8.976 
3^.645 



32.260 
2^.61^ 



1.00 65 



ATOM 



14302 
14303" 



-11.127 



-28,491 -18.098 ^2.560 



1.00 47 
1.00 55 



Ai 8 



ATOM 



OWO WAT W1800_ 
OWO WAT W1801 



732" 



ATOM 14304 



-3.427 

29.064 



-16.240 
7. 366 



12.728 1.00 49.84 



ATOM 14 305 OWO WAT W1802 



21.631 l.OQ 78.73 



24.348 14.238 -37.424 1.00 53.50 8 



ATOM 14306 OWO HAT W1803 



ATOM 14307 OWO WAT W18Q4 



-25.144 11.690 17.942 l.OQ 51.80 6 



-32.130 -17.062 -35.738 1.00 60.18" 



ATOM 14308 OWO WAT W1805 



8 



ATOM 14309 



OWO WAT W1806 
OWO WAT W1807 



29.915 
-8.278 



8.610 
12.018 



-23.744 1.00 48.57 8 



ATOM 



14310 
14311' 



OWO WAT WIS 08 



34.965 1.00 58.07 



8 



ATOM 



ATOM 14312 OWO WAT W1809 



-18.409 -3.021 32.069 1.00 67.20 



8 



18.518 



-6.171 -21.298 1.00 49.95 



8 



ATOM 14313 



OWO WAT WIBIO 
OWO WAT W1811 



8.309 28.898 -48.870 1.00 69.71 § 



ATOM 14314 



32.218 24.550 -7.097 1.00 67 . bo" 



8 



-10.028 35.002 25.398 1.00 58.87 8 



ATOM 14315 OWO WAT W1812__ 



ATOM 14316 



OWO WAT W1813 
OWO WAT W1814 



-4.083 32.968 



15.409 
29.952 



l.OQ 61.58 



8 



ATOM 14317 



OWO WAT W1815 
OWO WAT W1816 



5.298 
-4.22*7 



6.909 



1.00 48.18 8 



ATOM 14318 



-14. 652 



26.849 
33.482 



1.00 53.49 



"8 



ATOM 14 319 



-9.901 29.012 



1.00 72.55 



ATOM 14320 



OWO WAT W1817 
OWO WAT W1818 



35.383 
32.120 



3.665 -3.368 1.00 63.58 



1.00 56 
1.00 5^ 



ATOM 14 321 



2.904 14.281 



25.945 22.770-32.927 



.84 



ATOM 14322 OWO WAT W1819 



1.00 55. 
1.60 67, 



^4 8 



ATOM 



14323 
14324" 



OWO WAT W1820 



16.177 



31. 964 
47.880 



2.877 
•^7.150 



27 8 

^9 8 



ATOM 



14^25 
■r4356 



OWO WAT W18 21 



-7 .800 



-23.918 



31. 473 
34.606 



-29.423 



1.00 66 
1.00 52 



43 8. 
.61 6 



ATOM 



OWO WAT W1822 



ATOM 



OWO WAT W1823 



21.008 



ATOM 14327 OWO MAT W1824 



-10.638 



ATOM 14 32 8 OWO WAT W1825 



-19,147 44.253 



38.627 
-40.047 



-17. 680 
-14.941 



1.00 55. 7l 8 



15.297 
2.076 



1.00 78.44 



8 



ATOM 14329 OWO WAT W1826 



39. 1^^ 
0.477 



21. 690 



-21.600 1.00 53752" 



7.053 1.00 56. 4T' 



8 



ATOM 14330 OWO WAT W1827 



8 



ATOM 14331 



OWO WAT W1828 
OWO WAT W1829 



25.831 1.00 57.56 8 



-21.437 -28.095 -27.131 1.00 67 



ATOM 14332 



- 24.957 
-3.962 



24 
39" 



8 



ATOM 14333 OWO WAT W1830 



19.413 
32. 618 



25.471 1.00 61 



ATOM 14 334 



ATOM 14 335 



OWO WAT W1831 
OWO WAT W1832 



22.925 1.00 72.48 



-27.995 27.050 5.293 1.00 68.39 8 



OWO WAT W1833 
OWO WAT W1834 



ATOM 14 336 



16.538 
15.101 



32.527 -39.483 .1.00 46.03 



8 



1.00 62.28 8 



ATOM 14 337 



ATOM 14338 OWO WAT WiesT" 



-^a.871 
24.065 



1.347 
29.436 



-33.305 
27.262 



1.00 62.16 



8 



ATOM 14339 OWO WAT W1836 



-37.751 



-14.062 -10.079 1.00 57.80 



ATOM 14 340 OWO WAT W1837 



'5.831 
35.329 



-6.342 1.00 51.15 



ATOM 14341 OWO WAT W1838 



-9.428 



-50.723 l.QO 59.94 



ATOM 14342 OWD MAT W1839 



18.195 -12.137 -14.241 1.00 39.06" 



ATOM 14343 OWO WAT W1840 



24.148 



6.068 



22.213 
-11.281 



6.072 1.00 56.19 



ATOM 14 344 OWO WAT W1841 



34.299 1.00 56.22 



-37.404 25.606 0.431 1.00 SSTTT" 



ATOM 1434 5 OWO WAT W1842 



-38.604 



ATOM 1434 6 OWO WAT W1843 



-3.4 90 
33.372 



-7.016 1.00 56. 2~ 



ATOM 



1434 7_ 
1434^ 



OWO WAT W1844 



-25.747 
-4.-)fe6 



-29.659 1.00 60.20 



14349 
14350 



OWO WAT W1845 
OWO WAT W184 6 



-37.507 
-22.974 



16.102 34.826 l.OQ 61.08 



ATOM 



20.747 
■28.665 



-12.114 



1.00 58. 
1.00 47, 



53 



8 



ATOM 



OWO WAT W1847 



ATOM 14351 OWO WAT W1848" 



-15.061 -32,905 



-3.912 



14 



8 



1.00 61.05 8 



-34.312 
25.626 



ATOM 14352 OWO WAT W1849 



-21.933 8.064 



1.00 84.34 



8 



ATOM 14353 OWO WAT W1B50 



11.487 -13.053 9.107 1.00 81.67 



"8 



82 8 
85 8 



ATOM 



14354 
14355 



OWO WAT W185l~ 
OWO WAT W1852 



-28.315 -5.411 17.931 1.00 62 



ATOM 



ATOM 14356 OWO WAT W1853 



39.432 -11.125 -28.699 1,00 86 



1.671 39.026 -13.086 



1.00 70. 
1.00 67. 



_44 8 

33 8 



ATOM 14357 



14358 
14359 



OWO WAT W1854 
OWO WAT W1855 



15.474 -15.133 9.091 



-9.280 -11.713 -48.159 



ATOM 



OWO WAT W1856 



-33.222 
16.033 



1.00 68. 
1.00 65. 



8? 8 

67 6 



ATOM 



-3.749 



•44.176 
■14.160 



ATOM 



14360 
14361 



OWO WAT W1857 
OWO WAT W1858 



-16. -^28 



■15.973 
12.103 



40.80^ 



1.00 60. 
1.60 88. 



40 8 

22 8 



ATOM 



26.935 -22.059 1.665 l.QO 54.70 8 



ATOM 14362 OWO WAT W1859 



ATOM 143 63 OWO WAT W18 60 



-20.599 16.211 -48.963 



1.00 68, 
1.00 65, 



74 8 

53 8 



ATOM 14364 OWO WAT WIS 61 



12.893 35.603 -35.135 



1.00 60. 
1.00 60. 



ATOM 14 3 65 OWO WAT W18 62 



-14.083 10.290 -54.756 



ATOM 



14366 
14367 



OWO WAT Wie63 



-23.543 21.201 -38.921 
18.100 44.081 -21.669 



57 



8 



1.00 45.83 8 



ATOM 



OWO WAT W18 64 



ATOM 14 369 OWO WAT W1865 



-26.546 28.857 -26.918 1.00 56.36 



8 



ATOM 14369 OWO WAT W18 66 



12.212 38.147 -35.141 1,00 46,87 



ATOM 14 370 OWO WAT W1867 



39. 614 



7 . 994 
41.367 



_12.633 1.00 54.47 



ATOM 14371 OWO WAT Wie68 



-15,252 



13.350 l.QO 62.34 
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ATOM 14372 OWO WAT W1869 



17.545 36,681' 1,816 1,00 69»23 8 



ATOM 14 373 OWO WAT W1870 



ATOM 14 374 OWO WftT W1871 



38.406 8.928 1.628 1.00 63.49 



8 



22.95^ 26.118 5.739 1«00 61.5^ 8 



ATOM 14 375 OWO WAT W1872 



-28.062 28.078 --28.108 1.00 47.04 



8 



ATOM 14376 OWO WAT 



W1873 
W1874 



17.792 32.079 -23.503 1.00 64.56 



8 



ATOM 14 377 OWO WAT 
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N. gonorrhoeae TSRHVTQRRE ADQVEILSGV FEGKTTGTPI ALLIRNTD 
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mean square deviation of conserved residue baclcbone atoms of less than 
2A when superimposed on the relevant backbone atoms described by the 
structure coordinates of said amino acids. . 
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CRYSTAL STRUCTURE OF CHORISMATE SYNTHASE AND USES THEREOF 

Field of the Invention 

The present invention relates to the identification of inhibitors of pathogenic 
organisms for treating bacterial, fungal and parasitic infections* 
5 Background of the Invention 

Chorismate Synthase (OS) catalyses the seventh and final step in the Shikimate 
biosynthetic pathway, the product of the reaction catalysed by OS is the precursor for 
several biosynthetic pathways, leading to the production of the aromatic amino acids and 
other vital metabolites. The Shikimate pathway has been identified in bacteria^ plants, 

10 . fimgi and apicompl^can para^tes, but is not present in animals. For this reason, enzymes 
of the pathwiay are weU known and vaUdated targets for the generation of anti-^ 
anti-flmgals and herbicides, and have been proposed as viable anti-parasitic targets. CS 
is particularly attractive as an anti-infective target as it sits at the branch point of the 
Shikimate Pathway, and the product, Chorismic Acid, is the precursor for five distinct 

IS subsequent pathways. Significantiy, one of these branches leads to the Folate Pathway. 
The enzymes of the Folate pathway are also absent in animals and several of them are very 
well characterised anti-mfective targets e)q>loited by existing anti-infective agents. 

CS catalyses the conversion of S-Enolpyruvyl-3-Shikimate Phosphate ^SP) to 
Chorismic Acid (Chorismate), via the 1,4-anti-elimination of phosphate. The 

20 stereochemistry of this reaction is unique in nature. A fiirther extremely unusual aspect 
of the CS enzyme is the absolute requirement for reduced Flavin Mononucleotide (FMN). 
for activity, the reaction involving no overall change in redox state. Although this 
suggests that the FMN fiilfils a purely structural role, there is evidence that FMN is in fact 
involved in the reaction mechanism (Ramjee et al, J. Am. Chem. Soc, 1991, Vol 113, 

25 p8566-8567; Macheroux et al, J. Biol. Chem., 1996, Vol 271, p25850-25858; and 
Macheroux et al, Planta, 1999, Vol 207, p325.334). 
Summary of the Invention 

The present invention is based on the identification of the structure coordinates for 
Chorismate Synthase, in particular the identification of the coordinates for two binding 

30 domains in Chorismate Synthase. 

Agents may be produced, based on the structure coordinates, that will interact with 
either or both of these two binding domains. 
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According to a first aspect of the invention, a computer is progranuned to produce 
a three-dimensional representation of a molecule or molecular complex, whertin the 
molecule or molecular complex comprises a bmding domain defined by the structure 
coordinates of 

5 (a) Arg 39, His 1 10, Ser 132, Thr 136, Lys 254, Gly 297, Lys 3 1 1, Thr 3 15, 

Arg 337 and Asp 339 according to Fig. 1 ; or 
(b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
or where the molecular complex or binding domain has a root mean square deviation of 
10 conserved residue bacld>one atoms of less than 2k when superimposed on the relevant 
backbone atonis described by the structure coordinates of said amino acids. 

According to a second aspect of the invention, a method for identifying the 
potential of a chemical entity to associate with Chorismate Synthase enzyme comprises the 
steps of: 

1 5 a) applying computational means to perform a fitting operation between the 

chemical entity and the Chorismate Synthase binding domain defined by 
the structure coordinates of either or both of: 

(a) Arg 39, His 1 10, Ser 132, Thr 13(5, Lys 254, Gly 297, Lys 311, 
Thr 3 1 5, Arg 337 and Asp 339 according to Fig. 1 ; or 
20 (b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 

133, Arg 134, Thr 136, Arg 337 and Asp 339 according to Fig. 1; 
and 

b) analysing the results of the fitting operation to quantify the association. 
According to a third aspect of the invention, a method for identifying a potential 
25 inhibitor/agent which will bind to a molecule comprising a Chorisnaate Synthase binding 
domain comprises the steps of: 

(a) using the atomic coordinates of 

(a) Arg 39, His 110, Ser 132, Thr 136, Lys 254. Gly 297, Lys 311, 
Thr 315, Arg 337 and Asp 339 according to Fig. 1; or 
30 (b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 110, Ser 132, Ala 

133, Arg 134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
to generate a three-dimensional structure of a molecule comprising a Chorismate Synthase 
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. binding domain; 

b) employing the three-dimensional structure to design or select the ' 
inhibitor/agent; 

c) synthesising the inhibitor/agent; and 

5 d) contacting the inhibitor/agent with the molecule to determine the ability of 

the inhibitor/agent to interact with the molecule. 
According to a fourth aspect of the invention, there is a crystal of the Chorismate 
Synthase molecule containmg the binding domcun of Chorismate Synthase, wherein the 
binding domain has a three-dimensional structure characterised by the atomic structure 
10 coordinates, of Fig: 1. 

Description of the Figures 

The invention is described with reference to the accompanying figures, wherdn: 
Figure 1 indicates the structure coordinates of the SpCS-FMN-EPSP complex; 
Figure 2 shows the sequence alignment for Chroismate Synthase firom pathogenic 
IS bacteria, fiingi, plants and apicomplexan parasites; 

Figure 3(a) shows the topology of Chorisome Synthase, with a-Helices indicated 
. as dark rectangles and P-Sheets as light arrows; and 

Figure 3(b) shows the sequence alignment of four gram +ve (top) and four gram 
-ve (bottom) pathogens with the CS secondary structure elements superimposed, using the 
20 same colour scheme as in figure 3(a) and numbering based on the sequence of 
S.pneumoniae CS. 

DiBtailed Description of the Invention 

The invention describes in Fig. 1 the atomic coordinate data for two binding 
domains of Chorismate Synthase. The first binding domain is referred to herein as the 
25 FMN binding domain, due to its interaction with the FMN molecule. The second domain 
is referred to herein as the EPSP binding domain, due to its interaction with the substraite 
EPSP. 

In order to use the structure, coordinates generated for Chorismate Synthase, it is 
usually necessary to convert them into a threerdimensional representation. This can be 
30 achieved using conventional software that allows 3-dunensional graphic representation of 
molecules to be prepared. Suitable software packages include: Rasmol, Cerius, Insight, 
Quanta, Sybyl, Molcad, VMD, O. . 
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In resolving the crystal stmc?ture of Chorismate Synthase, it has been foimd that 
the amino acids 

a) Arg 39, Arg 45. Gly 109, His 110, Ala 111, Ser 131, Sex 132, Ala 133, 
Thr 136, He 250, Asn 25 1, Ala 252, Phe 253, Lys 254, Met 3 10, Lys 3 1 1, 

5 ne 3 13, Pro 3 14, Thr 3 15, Arg 337, Ser 338, Asp 339, Ala 342, Ala 345, 

Ala 346 and Val 349 according to Fig. 1; 
are vdthin 5 A of the atoms comprising the FMN cofactor, and are therefore considered 
to form part of the FMN binding domain. In addition, residues Asp 240, Phe 294, Glu 
29S, C3y 296 and Gly 297 are part of an adjacent nionomer and are also within 5 A of the 
10 atoms comprising the FMN cofactor, and therefore also form part of the binding site. 
Furthermore, residue Lys 238 is identified in a water*mediated interaction with the FMN 
phosphate group, and also forms part of the FMN binding domain. 

The amino acid residues that form part of the EPSP-binding domain are 

b) Ser 9, His 10, Arg 39, Arg 45, Arg 48, Met 49, Asp 54, Asp 80, Arg 107, 
15 His 110, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Thr 137, Glu 336, 

Arg 337, Ser 338 and Asp 339 according to Fig. 1 . 
It will be readily apparent to those skilled in the art that the numbering of amino 
acids in othd- isoforms of Chorismate Synthase may be difiermt than that spedfied herein. 
Corresponding amino acids in other isoforms of Chorismate Synthase may be identified 
20 readily by comparison of the amino acid sequences, for example u^g commercially 
available homology modeling software packages or conventional sequence alignment 
packages. 

The key amino acids required to define the binding domains are: 

(a) Arg39,HisllO, Ser 132,Thr 136,Lys254,Gly297,Lys311,Thr315, 
25 Arg 337 and Asp 339 according to Fig. 1; or 

(b) Ser 9, His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1. 

In a preferred embodiment, the binding domain for (a) is fiirther defined by the data 
for the amino adds 

30 (i) Arg 45, Gly 109, Ala 1 1 1, Ser 131, Ala 133, Lys 238, Asp 240, He 

250, Asn 251, Ala 252, Phe 253, Phe 294, Gly 296, Met 310, He 
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3 13, Pro 3 14^ Ala 342, Ak 345, Ala 346 and Val 349 according to 
Figl; 

and (b) is further defined by the data for the amino acids 

(ii) Arg 45, Met 49, Asp 80, Ser 13 1, and Thr 137 according to Fig. 

5 1. 

In addition, data firom conservative amino acid substitutions for any of those amino 
acid residues specified in (i) or (ii), are also within the scope of the invention. 

In a fiirther preferred embocUment, binding domain defined by (a) fiirther comprises 
the data for Ser 339, and/or binding domain (b) fiirther comprises the data for Arg 48, Glu . . 
10 336 and Ser 338. 

Each of the anuno acids of Chorismate Synthase is defined by a set of structure 
coordinates shown in Fig. . 1 . The term "structure coordinates" refer to Cartesian 
coordinates derived firom mathematical equations related to the patterns obtained by 
diffiraction of a monochromatic beam of X-rays by the atoms of a protein or protein ligand 
1 5 complex in crystal form. The diffraction data are used to calculate an electron density map 
ofthe repeating units of the crystal. The electron density map is then used to establish 
the positions of the individual atonis of the enzyme or enzyme complex. 

It will be apparent to the person skilled in the art that variations in the data set of 
coordinates could define a similar or identical shape. Slight variations in the individual 
20 coordinates will have little effect on overall structure. In terms of the binding domains - 
such variations would not be expected to significantly alter the nature of ligands which . 
would bind to those domsuns, nor the affinity that the ligands have for the domains. 

The variations in coordinates may be generated by manipulating the 
ciystallographic permutations of the structure coordinates, fi-actionalisation of the 
25 structure coordinates, integer additions or subtractions to sets of the structure coordinates, 
inversion of the structure coordinates or any combination of the above. Alternatively, 
modifications in the crystal structure due to mutations, additions, substitutions, and/or 
deletions of amino acids, or other changes in any of the components that make up the 
cxystdcouldalsocontributetovariationsinthestructurecoordinates. Further, alternative 
30 crystal forms may exhibit alterations in the interfaces between molecules. If such 
variations are within an acceptable standard error as compared to the original coordinates, 
the resulting 3-dimensional shape is considered to be the same. Various computational 
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analyses may therefore be necessary to determine whether a molecule or the binding 
domain portion of the molecule is sufficiently similar to the Chorismate Synthase binding 
domain described herein. This analysis may be carried put using conventional software 
packages, including the Molecular Similarity application of QUANTA (Accehys, Sah 
5 Diego, CA) version Quanta2000, or Isqkab of the CCP4 suite. 

The Molecular Similarity program allows a comparison between difiTerent 
stmctures, based on superimposing a target strocture over the previously defined 
structure, using defined atom equivalencies to. perform a fitting operation. For the 
purposes of this invention, equivalent atoms are defined as protdn backbone atoms (N, 
10 C and O) for all conserved residues between the two structures bdng comipared. In 
addition, a rigid fitting operation is performed. 

For the purposes of this invention, any molecule or molecular complex or binding 
domain thereof that has a root mean square deviation of conserved residue backbone 
atoms of less than 2 A when superimposed on the relevant bacld)one atoms described by 
15 the structure coordinates of Fig. 1, is considered identical. More preferably, the root mean 
square deviation is less than 1 A, more preferably less than O.S A. 

The term "root mean square deviation" means the square root of the arithmetic 
mean of the squares of the delations fi'om the mean. 

The present invention may make use of standard computer hardware and software, 
20 suitably prbgranmied with the structure coordinates listed in Fig. 1, or those relating to 
either or both of the two binding domains specified above. 

The present invention permits the use of molecular design techniques to identify, 
select and design chemical entities, including inhibitors, agonists or antagonists, capable 
of binding to one or both of the Chorismate Synthase binding donudns. The invention is 
25 particularly usefiil in identifying inhibitory compoimds that can be used to treat pathogenic 
infections. 

The use of computational methods to de^gn compounds that interact with specific 
enzymes is now well established. 

A potential inhibitor may be evaluated by a series of steps in which various 
30 chemical entities are screened and selected for their ability to associate with one or more 
of the binding domains. Computer programs that assist in this process of selecting 
chemical entities include: 



wo 2004/029239 T/GB2003/004104 

7 . 

1 . GRID (P. J. Goodford, "A Conq)utetionalProcedurefor Determining 

Favorable Binding Sites on Biologicaily Important Macromolecules**, J. MedL 
Chem,, 28, pp. 849-857 (1985)). GRID is available from Oxford University, 
Oxford, UK. 

5 2. MCSS (A. Miranker e/a/., "Functionality Maps ofBinding Sites: A Multiple Copy 
Simultaneous Search Method." Proteins: Structure, Function and Genetics^ 1 1, 
pp. 29-34 (1991)). MCSS is available from Accehys, San Diego, Calif. 

3. . AUTODOCK (D. S. Goodsell et a/., "Automated Docking of Substrates to 

Proteins by Simulated Anneialing", Proteins: Structure, Function, and Genetics^. 
10 8, pp. 195-20(1990)). AUTODOCK is available from Scripps Research Institute, 

La JdUa, Calif. 

4. DOCK (I. D. Kuntz et aL, "A Geometric Approach to Macromolecule-Ligand 
Interactions*', J. Mol Biol, 161, pp. 269-288 (1982)). DOCK is available from 
University of California, San Francisco, Calif 

15 5. Glide - Halgren, Abstr. pap. Am. Chem. Soc, 2000, V220, 83-PHYS part2. 

6. Cerius - Diller & K M. Merz, Proteins, 2001, Vol 43, pi 13-124; and Jain, J. 
Comp. Aided Molec. Design, 1996, Vol 10, p427-440. 

7. FlexX - Rarey et a/, "Docking of hydrophobic ligands with interaction-based 
matching algorithms", BioinformaUcs, 1999, 15: 243-250. AvailiEible through Tripos 

20 Associates, St. Louis, Mo. 

8. GOLD - Nissink et al. Proteins, 2002; 49: 457^71. Available from CCDC. 
Cambridge, UK. 

On identification of suitable chemical entities, a single compound can be assembled 
and tested for efficacy. 

25 An alternative method of identifying a compound or compounds that associate with 

one or more of the bmding domains^ is to use De Novo ligand de^gn methods, for 
^cample: 

1 . LUDI ^.-J. Bohm, "The Computer Program LUDI: A New Method for the De 
Novo Design of Enzyme Inhibitors", J. Comp. Aid Molec. Design, 6. pp. 61-78 

30 (1992)). LUDI is available from Accehys, San Diego, Calif 

2. LEGEND (Y. Nishibata et al. Tetrahedron, 47, p. 8985 (1991)). LEGEND is 
available from -(Tripos), San Diego, CaUf. 
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3 . LeapFrog (available from Tripos Associates, St. Louis, Mo.)- 

4. SPROUT (V. GSllet et a/, "SPROUT: A Program for Structure Generation)", J. 
Comput, Aided Mol. Design, 7, pp. 127-153 (1993)). SPROUT is available from 
the University of Leeds, UK. 

5 5. Rachel - C. Ho "Sophisticated tools for optimization of lead compounds". 
Available from Tripos Associates, St. Louis, Mo. 

6. SKELGEN - M. Stahl ei al "A validation study on the practical use of automated 
denovo design'' JComputAidedMolDes, 2002; 16: 459-78. Available through De Novo 
Pharmaceuticals, Cambridge, UK. . 
10 Other molecular modeling techniques may also be employed in accordance with 

this invention [see, e.g. N.C. Cohen ei al, "Molecular Modeling Software and Methods 
for Medicinal Chemistry, J. Med Chem., 33, pp. 883-894 (1990); see also, M. A. Navia 
and M. A. Murcko, "The Use of Structural Information in Drug Design", Current 
Opinions in Structural Biology, 2, pp. 202-210 (1992); L. M. Balbes et al, "A 
15 Perspective of Modem Methods in Computer-Aided Drug Design", in Reviews in 
Computational Chemistry, Vol 5, K. B. Lipkowitz and D. B. Boyd. Eds., VCH, New 
York, pp. 337-380 (1994); see also, W. C. Guida, "Software For Structure-Based Drug 
Design", Curr. Opin. Struct, Biology, 4, pp. 777-781 (1994)]. 

Compounds designed using computational methods, can then be synthedsed and 
20 tested in an in vitro model, to measure their activity. Siutable assays will be apparent to 
the skilled person, based on conventional assays for screening compounds against the 
Chorismate Synthase enzymes. For example a suitable enzymatic assay may be that 
revealed by Webster e/ a/ (GB patent application 0130529. 1). 

The present invention is based on the crystal structure of Chorismate Synthase 
25 from S. pneumoniae. However, isoforms in other microorganisms can also be prepared 
using the same methods, as disclosed in the Examples. 

The followmg Example illustrates the invention. 
EXAMPLE: Production and purification of wild type and SeMet CS from Streptococcus 
pneumoniae 

30 The SpCS gene was identified based on its homology to other known CS genes 

and proteins from non-annotated genomic sequences of S. pneumoniae deposited in the 
public databases. The gene was cloned by firstly amplifying the relevant region of the S. 
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pneumoniae genome using the polymerase chain reaction and the DNA fragment 
corresponding to the amplified SpCS gene cloned into the expression vector pET22b.. 
Protein was over-produced in the E. coli strain BL21 (DE3) using methods well known 
in the art. SpCS protein was found to be produced as a soluble, active enzyme. SpCS 
5 protein was purified using a modified protocol based on that published by Horsbiirgh et 
al. Microbiology 1996; 142(10): 2943-2950. CeUs were disrupted in buffer (BuflFer A: 
50 mM Tris-HCl, pH 7.5, 50 mM KCl, 0.5 mM DTT, 10% glycerol) by sonication and 
debris pelleted by centrifiigation. The supernatant was applied directly to an anion 
exchange chromatography coltmm (Q-sepharose, piirchased from AP Biotech. L^^ 
10 bound protein eluted with a 150 - 300 mM KCl gradient in Buffer A. Fractions were 
collected and those containing SpCS identified by SDS-PAGE and enzyme assay. SpCS- 
containing fractions were pooled and applied directly to a Blue-sepharose 4B resin (Si^na 
Chemical Co.) pre-equilibrated with Buffer A plus 300 mM KCl. Bound protein was 
eluted with Buffer A plus 600 mM KCl, SpCS activity was dialysed extensively against 
15 Buffer B (25 mM KH2PO4, pH 7.0, 0.5 mM DTT, 10% glycerol). CeUulose phosphate 
Pll resin (Whatman Ltd) was prepared fresh as per the manufiicturer's instructions 
immediately prior to use and pre-equilibrated with Buffer B. SpCS protdn was applied 
to the resin and bound protein eluted with a 25 - 500 mM gradient of K P04, pH 7.0. 
SpCS fiactions were pooled and concentrated and finally dialysed into Buffar A plus 50% 
20 glycerol fi)r long-term storage at -20*'C. 

Crystallisation of CS from 5. pneumoniae. Crystal structures were prepared under two 
different crystallising conditions, resulting in a total of four crystal forms, 
(i) CS from S. pneumoniae was crystallised by hanging-drop vapour difl5ision. 2 
microlitre drops of CS complex solution (10 mg/ml in lOmM Tris pH 7.5, 2mM 
25 EDTA,0.5mMDTT,2mM FMN, ImMEPSP) were mfaced with an equal volume 

of reservou- buffer (9% PEG 8000 (w/v), lOOmM HEPES pH 7.5, 10% Ethylene 
Glycol). 0.2 microlitres of a 250 mM solution of NCO was then added and the 
drops were incubated at a constant 23X. Monoclinic crystals (space group P21) 
wtha=81.059, b^l24.582, c=85.163, beta=115.15 degrees, grew within 1 week. 
30 Wild type and SeMet samples gave crystals in identical conditions. Orthorhombic 

crystals (space group P2 12 1 2 1) with a=85.62A, b=125 .29A, c=148. 1 5 A were also 
obtained using thes^ conditions, and both crystal fom:is were obtained from the 



wo 2004/029239 T/GB2003/004104 

10 

same drops. 

(ii) CS from S. pneumoniae was crystallised by hanging-drop vapour dififiision. 2 
microlitre drops of CS complex solution (10 mg/mi in lOmM Tris pH 7.5, 2mM 
EDTA, O.SmMDTT, 2mM FMN, ImMEPSP) were mixed with an equal volume 
5 of reservoirbuflfer (36%PEG400 (v/v), 100mMNa/KPO4pH6.2, 200mMNaCl). 

The drops were incubated at a constant 23 ^^C. Orthorhombic crystals (space 
group P212i2) with a=92.92A, b=122.32A, c=72.72A. grew within 1 week. 
Monoclinic crystals (space group P21) with a=83 .81 A, b=96.X)2A, c=13 1 .96Aand 
beta=108. 1 1 degrees were also obtained using these conditions, and both crystal 
10 forms were obtained from the same drops. 

Structure solution and refinement. . 

All data sets used to solve the SeMet CS structure were collected at ESRF, 
Grenoble, France, using a Mar charge-coupled detector, and were processed and reduced 
using programmes of the HKL and CCP4 suites. A three wavelength MAD 
15 (Multiwavelength Anomalous Dispersion) dataset was collected to 2;7A, and a high 
resolution dataset was collected to 1 .9A. In both cases the crystals were monoclinic, and 
grown from condition (i) as described above.. 30 of 48 Sdenium atom positions were 
identified using Shake'n'Bake (SnB), and programs of the CCP4 suite were used to locate 
the remaining Selenium atom positions, refine these atomic parameters and to generate 
20 MAD phases. Initial maps were of sufficient quality to determine matrices describing the 
Non-crystallographic symmetry (NCS) within the crystal. A combination of solvent- 
flattening, phase extension and four-fold NCS averaging using the program DM produced 
traceable maps with a mean Figure of Merit (FOM) of 0.77 to 2.0A resolution. 

The protein model was constructed using iterative cycles of model building 
25 (Quanta) and refinement (REFMAC). NCS restraints were initially applied but were 
relaxed as it became apparent that there were differences betweenNCS-related molecules. 
Progress of the refinement was monitored using the Free R-value. The final model 
contains all 388 residues of each of four monomers. All protein atoms are well defined in 
electron density. Each ofthe four active sites contamsFMN and EPSP. In addition, two 
30 other FMN molecules have been identified bound to the surface ofthe protein. The filial 
model also contains seven Ethylene Glycol (ETG) molecules, nine Hexaammine Cobalt 
(HI) chloride (NCO) molecules, four sodium ions and 1925 water molecules. The 
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filctor of the refined model is 15.69% (Rfree = 22.24%) and the geometry of the model 
has been verified using PROCHECK. Table 1 summarises the ciystallographic data sets 
that were used to solve the CS structures described herein. 
Table 1 



Data set 


Resolution 


Wavelengt 
h (Xi 


Completenes 
s f %V 


Rmerge 




2 5 


0.9755 


99.6 


4.9 




2 5 


0.9790 


99.5 


5.2 




2 8 


0.8855 


99.6 


3.7 


SdCS hieh resolution 
ternary 


2.0 


0.9788 


99.9 


5.7 


SpCS CMIP inhibitor 


2.0 


0.9780 


96.6 


10.0 


SPCS CMSPP inhibitor 


2,6 


1.5418 


99.0 


14.0 


SpCS CPCD inhibitor 


2.6 


0.9792 


99.9 


12.8 


SpCS BSACB inhibitor 


2.3 


1.5418 


95.0 


11.3 


EfCS ternary 


2.7 


0.9340 


99.0 


7.6 


DfCS^ 


2.0 


0.9780 


95.9 


3.2 


HiCS apo 


2.05 


0.9780 


96.4 


5.3 



10 



15 



20 



25 



30 



EfCS and HiCS represent Chorismate Synthase from Enterocctxxus faecalis and 
HaemopMhts influenzae T^pectively 

Structure ofSpCS/inhibitorcciinplexes derived from SpCS otystab soaked witii four 
distinct CS inhibitors 

Con^lex structures were derived for the CS inhibitors 5-carboxymethoxy- 
isophthalic acid (CMIP), 4-carboxymethylsulphonyl-pyridine-2,6-dicarbo3^1ic add 
(CMSPD), 4-(4-carbamoyl-phenoxy)-3-cyano-benzoic acid (CPCD) and 
benzenesulphonylanuno-5-((E)-2-carboxyvinyl)-benzoic acid (BSACB). 

SpCS-inhibitor soak data sets were collected at Daresbury Laboratory, 
Warrington, UK, using an ADSC qviantum4 charge-coupled detector, or in-house using 
a Rigaku/MSC RaxisIV++ imaging plate and were processed and reduced using 
programmesbf theHKL and CCP4 suites. The protein structure was solved by Molecular 
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Replacement using AmoRe, and initial electron density maps showed clearly that the 
inhibitors were present at the EPSP ate in each case. A representatioii of the inhibitor was 
built using Cerius2 and was fitted into the electron density. Iterative cycles of model 
building (Quanta) and refinement (REFMAC) for both protein and inhibitor resulted in the 
final model. Residues 47-51 were not well defined by the electron density and 
consequently have been omitted fi'om the protein model for each complex. Ther^re, for 
each inhibitor, the final structure contains 383 of 388 readues for each of the four 
monomers within the asymmietHc unit, as well as four FMN molecules and four inhibitor 
molecules. Table 2 summarizes the refinement statistics for each of the CS complexes. 
TableZ 



Inhibifor 


Initial Rf 


Initial Rfree 


Final Rf 


Final Rfree 


CMEP 


33.0 


32.8 


16.1 


24.7 


CMSPD 


35.3 


35.9 


20.3 


28.9 


CPCD 


32.9 


32.8 


. 23.7 


30.5 


BSACB 


29.7 


29.8 


20.8 


25.4 



15 



20 



25 



30 



Three-dimensional structure of Chorismate Synthase-FMN-EPSP complex. 

The structure of SpCS shows the tetrameric arrangement of monomers. Within 
each tetramer, there are two intimately associated dimers, which pack together much less 
tightly to give the overall tetrameric assembly. The monomeric stmcture of SpCS has 
been compared with the three-dimenrional structures of related (FMN-binding and F AD- 
binding) and unrelated proteins, and no significant structural homologies have been 
observed. The overall fold of SpCS is therefore unique with respect to all known 
structures, and accurate modelling of the three-dimensional coordinates of CS would have 
been impossible fi'om the sequence alone. 

The SpCS monomer consists of a single large core domain, which is siirroimded 
by various loops and discrete stretches of secondary structure. This domain consists of 
an internal layer of four long alpha helices, flanked on either side by four-stranded beta- 
sheets. Beta-alpha-beta secondary structure arrangements are very uncommon and only 
a few are described in the SCOP database of standard protein fold classifications (Murzin 
et ah J. Mol. Biol., 1995; 247: 536-540). 
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1) Secondary Structure definitions. 

Beta-sheet 1 includes the N-terminus of the protein, and consists of beta-strands 
Bl, B2, B7 and B4 in an anti-parallel arrangement (see Figure 3 for definition of 
secondary structure elements). The central helix layer consists of helices Al, A2, A6 and 

5 A5, arranged up-down-down-up. the second beta-sheet is also anti-parallel, and consists 
of strands B8, BIO, B14 and Bl 1. The FMN-binding site is at the interface between beta- 
sheet 2 and one end of the heUx layer. At this point the four helices diverge to leave a 
small hydrophobic pocket which is part of the binding site for the FMN isoalloxazine ring 
system. The remainder of the FMN and EPSP-binding sites are formed by beta-sh^ 

10 and several loops lacking defined secondary stmcture. The active site is described inmore 
detail below. 

2) Description of dimer and tetramer interfaces. 

The major SpCS dimer is quite elongated in shape, but nevertheless it appears to 
be tightly associated. The major feature of the dimerisation interface is the extension of 

1 5 beta-sheet 2 firom each monomer into an eight-stranded anti-parallel beta sheet. The two 
beta sheets come together at strand Bl 1, providing four good hydrogen bonds, but there 
are many other strong interactions at the dimer inter&ce. The only othw secondary 
structure element which is heavily involvied in stabilisation of the duner is heUx A5, which 
sits directly below Bll in the monomer. This pair of symmetry-related helices pack 

20 together along their length at the interface, and while they do not form any spedfic 
hydrophilic interactions they bury a considerable amount of hydrophobic surface when 
they interact. Several other regions of the structure are involved in dimerisation, notably 
loops between B5 and AlO, and between Bll and B14, which extend out fi^om the 
monomer and pack against the dimer partner. Although there are many strong hydrogen- 

25 bondmg interactions, there is only one possible salt-bridge at the dimer interface - Lys 238 
of one monomer interacts (via water) with the phosphate portion of the active site FMN 
molecule firom its neig|hbour. 

The major component of the tetramerisation interface is beta sheet 1 fi-om each 
monomer. TWs sheet is involved in a beta-sandvwch type interaction with the equivalent 

30 portion of an adjacent dimer. In addition, there are loops on either side of this sheet which 
are also involved in the dimer-dimer interaction, most notably the loop between strand B7 
and heUx A2, and the short beta sheet formed by strands B3, B5 and B6. Although much 
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of this interface is hydrophobic, there are several significant hydrogen-bonding 
interactions, and two strong salt-bridges which are clearly important to the.integrity of the 
tetramer. Arg 1 3 and Asp 75, which are adjacent on one monomer and close to one of the 
non-ciystallographic symmetry axes, form salt-bridges with the respective NCS-related 
5 readues on the second monomer. These bonds appear to be strong, based on the inter- 
re^due distances and on the directionality of the interaction. There are further ion-pair 
interactions between Arg 63 and Asp 123, and Arg 120 arid Asp 372. 
3) Active site definition. 

Within the ternary crystal structure, the enzyme is present in two distinct states, 
10 which are here designated Ae "open" and "closed" forms. In the "open" forto, a portion 
of the active site is solvent-accessible, while in the "closed" form neither of the ligands at 
the active site is accessible to solvent. These differences can be ascribed purely to the 
motions of several of the loops surrounding the active site. Therefore while the "closed" 
form must approximate to the transition state conformation of the protein, the "open" 
1 5 form can be considered to be a snapshot of an active site near the beginning or end of the 
reaction cycle, allowing either entry of substrate or departure of products from the active 
site. As both conformations are accessible to the protein, both are therrfore valid targets 
for the identification of potential inhibitors or agents by the methods claimed. 

Although CS binds both a substrate and a co&ctor, these two ligands are tightly . 
20 associated with each other, and the enzyme can be considered to have a single active ^te 
or ligand-binding site. The FMN molecule is buried deep within the enzyme, and EPSP 
binds on top of the remaining exposed portion of the isoalloxazine ring system, completely 
burying FMN. For this reason, each of the two ligands forms part of the binding site for 
the other. 

25 As described above, one end of beta-sheet 2 provides a flat, fairly hydrophobic 

surface against which the FMN isoalloxazine ring system packs. The ribityl portion of 
FMN is well buried, sandwiched between three loops which provide interactions with the 
FMN hydro?^l and phosphate groups. In the monomer, the FMN phosphate is solvent 
accessible, but this group is completely buried on dimerisation. The FMN phosphate is 

30 coordinated by three Lysine residues, Lys 311, Lys 254 (via water) and Lys 238 (via 
water), and has close contacts with main-chain nitrogen atoms of Gly 296 and Ala 252. 
The interactions with Lys 23 8 and dy 296 may be particularly significant as these residues 
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belong to the adjacent molecule within the major diiher, and hence they contribute to. 
stabilisation of the dimer. 

Although the FMN has been described as well buried in the stracture of the CS 
dimer, there are a considerable number of solvent molecules close to both the phosphate 

5 and ribityl regions of FMN. These water molecules are discrete and well-ordered, and 
many mediate interactions between FMN and CS, while a few also coordinate EPSP. 
FMN oxygens OS* and OA* are surrounded by several solvent molecules, and neither 
makes any direct interactions with the protein. Oxygen 03* also makes no interactions 
with CS, but is involved in a strong intramolecular hydrogen bond with one of the FMN 

10. phosphate oxygens, which is likely to stabilise FMN in the conformation present in the 
active site. Oxygen 02* is the only FMN atom which makes a direct interaction with ^ 
EPSP - there is a hydrogen bond between 02* and one of the oxygens of the EPSP 
carboxylate. 02* also coordinates the side-chain nitrogen of conserved residue Asn 251. 
In. contrast to the remainder of the FMN niolecule, the isoalloxazine ring system 

IS makes few specific interactions with CS, but nevertheless it helps to bury a considerable 
area of hydrophobic surface. Unusually for an FMN-binding protein, there are no pi- 
stacking interactions between protdn and FMN; instead the binding surface for the 
isoalloxaane rings is formed by small hydrophobic residues Ala 342, Ala 346, Ala 2S2, He 
3 13 and Met 310. This may help the protein to accommodate FMN in the reduced state^ 

20 in which the isoalloxazine system is proposed to bow slightly around the two central 
nitrogen atoms. 

Interactions made by the pyrimidinedione portion of the isoalloxazine ring system 
are affected by the conformations of active site loops which determine whether the protein 
is in the "open" or "closed" state. The catalytic histidine residue His 1 10 is close to both 

25 Nl and 02 of FMN in the "open" state, and appears to be hydrogen-bonded to 02 in the 
crystal structure. However, in the "closed" state, the histidine side-chain moves relative 
to FMN and no longer interacts. The movement of Ifis 1 10 is correlated with a change 
in conformation of the loop between residues Pro 314 and Leu 320, which results in 
residue Thr 315 coming considerably closer to FMN in the "closed" form. FMN02is 

30 3.4A from 315 N in the "open" form, but the main-chain nitrogen makes a stronger 
hydrogen bond in the "closed" form and is just 3.1 A fi-om 02. In addition, the 
conforaiation of the side chain of Thr 3 1 5 changes^ allowing the side-cham hydroxyl to 
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also make a hydrogen-bonding interaction with 02 of FN4N. 

The change of conformation of the loop containing Thr 3 1 S is associated with a 
concerted change in the coriformation of the loop between residues Tyr 33 1 and Pro 340. 
In the "open" form, residues from this loop are involved in protein-FMN interactions, but 
5 each of these is mediated by solvent. Two water molecules make strong hydrogen bonds 
to N3 and 04 of FMN, and are also hydrogen-bonded to the side-chains of residues Ser 
338, Asp 339 and Arg 45. In the "closed" form, the positions of several of the residues 
between 331 and 340 change considerably, and the loop moves closer to the FMN 
molecule, displacing the two water molecules bound to N3 and 04 of FMN. 
10 Consequently,.both N3 and 04 of FMN make direct interactions with the protdn when 
CS is in the "closed" form; which will impart considerable bindmg energy. The main chain 
of Asp 339 moves by over 1 .7A to allow a hydrogen bond from FMN 04 to the main 
chain nitrogen of residue 339. There is a more pronounced shift of almost 3 A in the 
position of Ser 338, resulting in the side-chjun oxygen of tiiis residue sitting within 0.6A 
1 5 of the position of one of the water molecules displaced from the "open" form, and making 
a hydrogen bond to FMN N3. 

The remaining FMN heteroatom is NS, which does not make any direct interaction 
with the protein, but is hydrogen-bonded to a water molecule in both "open" and "closed" 
forms of the enzyme. In each case the solvent molecule is aliso hydrogen-bonded to both 
20 Arg 45 and Asp 339. In addition to tWs interaction, N5 ^ts ahnost directly under C2 of 
EPSP, and is poised to abstract the pro-R hydrogen atom which points down towards it. 
Asp 339 acts as a base to deprotonate N5 of FMN, thus facilitating the removal of the 
C6.pro-R proton from EPSP. The separation of atoms N5 and C2 is 3.5Ain both "open" 
and "closed" forms of CS. 
25 Although EPSP makes jiist one interaction with FMN, there are extensive 

interactionsbetweenEPSPandtheenzyme. The enol-pynivyl moiety is particularly tightly 
bound, with three conserved Arginine residues forming an enclosed binding ate. Theire 
is a strong salt-bridge interaction with Arg 39, withN-O separations of 2.6A (NHl - O20) 
and 2.9A (NH2 - 019). In addition, there are further strong hydrogen bonds from O20 
30 toArg45NH2(2.7A)andfrom019toArgl34NHl (3.lA). These residues and others 
in the immediate environment form a tight pocket within which the pyruvyl moiety fits 
snugly. 015 of EPSP makes an additional interaction with NH2 of Arg 45, and the vinyl 
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group is surrounded by the aliphatic, portions of Arg 134 and Arg:48. 

The interactions of the second caiboxyl group of EPSP have already been 
described. There is a hydrogen bond to 02* ofFMN, and also an interaction with Ks 110 
("closed" form) or with a solvent molecule which is also bound to His 110 ("open" form). 

5 There is one other interaction - in both forms of the enzyme there is a water-mediated 
interaction between EPSP 08 and NHl of conserved Arg 107. This residue is held in 
placeby an interaction with Asp 1 12 (both residues completely conservied) and its position . 
is identical in both "open" and "closed" forms. 

. . 021 of EPSP appears to make littie contribution to binding. It makes a single 

10 water-mediated interaction with the side-chain of Asp 339, the position of which is 
afifected veiy littie by the change in conformation of adjacent residues. 

In contrast, the binding of the phosphate group of EPSP is influenced to a much 
greater extent by the conformation of the loop between residues 331 and 340. In 
particular, the guanidinium portion of Arg 337, which sits at the apex of the loop, interacts 

1 S strongly with the EPSP phosphate when in the "closed" conformation, but is displaced by 
almost lOA away from the active site in the "open" conformation. In both forms, the 
. phosphate group is liganded by the side-chains of His 10 and Arg 48. In the "open" form, 
the phosphate makes no further interactions with the protein, and is surrounded by a 
number of solvent molecules. However^ iii the "closed" form, the phosphate makes direct 

20 hydrogen bonds to both the main chain carbonyl and the guanidinium group of Arg 337, 
this latter a strong salt-bridge interaction. The interaction with the carbonyl of. Arg 337 
necessitates a proton on the phosphate oxygen, and allows the likely protonation states of 
the remaining phosphate oxygen atoms to be assigned. OlO of EPSP shows a strong H- 
bond to a water molecule in both '"open" and closed forms of the active site. This water 

25 is additionally coordinated by the sidechains of the completely conserved Serine residues 
Ser 9 and Ser 132. Its position, allied to the fact that it is very tightiy bound (low B 
fiictor), suggests a possible role in the catalytic mechanism. It interacts directiy with OlO 
of EPSP, and as it makes the only strong H-bond with this atom, it is likely to be involved 
in stabilising the partial negative charge that will build up on OlO as the bond between it 

30 and CI lengthens and ultimately is broken. This water molecule is conserved in the 
inhibitor structures, except for the BSACB structure in which it is displaced by one of the 
inhibitor oxygens, and again is very well-ordered in relation to adjacent solvent by 
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comparison of temperature &ctors. The positions of several other water molecules are 
conserved in each of the CS crystal structures, and therefore define a nimiber of interaction 
points for potential inhibitors, as demonstrated by the displacement of one.of them by a 
carboxylate oxygen in the SpCS-CMSPD structure. 
5 In addition, EPSP makes water-mediated hydrogen bonds with a number of other 

main and side-chwi atoms, including the side chain of Arg 101; . The side chain 
conformation of this residue changes considerably between the two forms of the en2^e 
in order for this interaction to be possible. 

4) Three-dimensioned structure of Chorisnmte Synthase-FMN-CMIP compl^^ 

10 The structure of CMIP boimd to the complcpc of SpCS and FMN was determined 

to 2.0A resolution. An overlay of the protein coordinates from the CMIP and ternary 
structures showed that there were few significant differences between them. The most 
significant of these was the absence of the "open" form of the SpCl active site in the 
inhibitor-bound structure. This has subsequently been demonstrated to be a consequence 

IS of the orthorhombic symmetry of the inhibitor structure, as opposed to the monocUnic 
synmietry of the ternary structure. Crystal contacts, present in the monoclinic form but 
not in the orthorhombic form, are reisponsible for the presence of the "open" form of the 
active site in the ternary structure. Thus each of the four monomers within the SpCl- 
FNIN-CMIP structure has the "closed" conformation at the acti^ Comparison of the 

20 Ca positions of the "closed" forms of both ternary and inhibitor stmctures shows they are 
essentially identical, with an RMSD of 1 .2 A. Although the protein backbone follows the 
same path in each case, there are differences in sidechain positions due to the absence of 
the EPSP phosphate group in the inhibitor structure. When the phosphate group is 
present, it makes a number of interactions (as described above), which cannot be fijlfilled 

25 in the inhibitor structure. In particular, the sidechain of Arg 337, which is critically 
involved in coordination of the EPSP phosphate- adopts a very different conformation in 
the inhibitor structure. The other region in which there are differences which have a 
significant effect on the active site is the loop between residues Tyr 43 and Glu S2, which 
has a helical conformation in the ternary stmcture: Five residues at the centre of this loop 

30 - Gly 47 to ne 51 - were unpossible to place in the electron density for the inhibitor 
structure, but from the positions of the residues on either side of the missing ones it is 
clear that this loop does not occupy the same region of space as in the ternary structure. 
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This is also a consequence of the absence of the phosphate group of EPSP - Arg 48 at the 
apex of the 'missing' loop is another residue which makes a strong hydrogen-bond 
interaction with the phosphate group, and it is therefore likely that this interaction is 
required in order to tie this loop into the helical conformation. Although five residues are 
S missing fi'pm this loop, it is clear fi-om the positions of those residues which it has been 
possible to fit, that the loop (from Tyr 43 to Glu 52) has flexed out of the active site, and 
therefore increases the space which is available at the EPSP site, spedfically at the 021 
(hydrox^) and CI 7 (vinyl) positions as well as that of the phosphate. Each of the other 
' SpCS-inhibitor structures has also been determined in this orthorhombic crystal form, 
10 therefore only the closed form of the active site is present in each istructure. The stmctural 
differences outlined above for the CMIP structure are also observed fo^ 
inhibitor structures described below. 

^ CMIP mimics each of tiie interactions made by the two carboxyl groups of EPSP. 
. When the protein coordinates from the ternary and CMIP structures are overlaid, the 
IS positions of the oxygen, atoms of the two carboxylate groups from each ligand 
superimpose almost exactly. Both EPSP and CMIP possess two carboxylate groups 
separated by a five atom chain in a trans configuration, and this simple motif appears to 
be a major determinant of the binding of each molecule. One difference however, is that 
in EPSP the majority of the five linker atoms, and all of those within the EPSP ring, are 
20 saturated and are sp3 hybridised. In contrast, three of the five linker atoms in CMIP come 
from the phenyl ring, and therefore the majority of the linker in this case is unsaturated and 
sp2 hybridised. Although the carboxymethoxy chain has two sp3 hybridised atoms, these 
are almost cpplanar with the inhibitor phenyl ring. The inhibitor, therefore, represents a 
second method of placing the two vital carboxylate groups in the appropriate positions to 
25 make the interactions corresponding to those ofEPSPv Lacking the saturated ring system, 
of EPSP, and the subsequent kink at C5, the inhibitor compensates with an aknost planar 
system in which several of the bonds within the five atom linker are shorter than those in 
EPSP itself Despite this, the distance between the carbon atoms of the carboxylate 
groups in CMIP (7.2A) is slightly longer than in EPSP (7.0A) - this suggests that there is 
30 the potential to improve the afifinity of the inhibitor by shortening this distance. 

While the two carboxylate groups therefore overlay well, the remainder of the two 
molecules do not. Their central rings occupy quite different regions of the active site. 
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Specifically, while the caiboxylate which sits above EMN and interacts withlfis 1 10 in 
EPSP is the one which is directly attached to the central ring, the corresponding 
interaction in the inhibitor structure is made by the carboxylate which is not directly 
attached to the phenyl ring. The central rings of the two ligands therefore do not overlap 

.5 at all. The central ring of the inhibitor sits considerably further out of the plane of the 
FMN rings than EPSP, and therefore comes into van der Waals contact with the main 
chain atoms of Ala 133 and Arg 134, as well as packing against the aliphatic portion of the 
sidechain of Arg 134. :^SP, in contrast, has a central ring which kinks in such a way as 
to place several atoms (CI, C6 and pendant hydroxyl o^^gen 021) close to the plane of 

10 the FMN rings. This does not bring these atoms close enough to the protein for any direct . 
interactions, as discussed above, but it does bring EPSP closer in space to Arg 45 and Asp 
339, both of which interact with 021 via a water molecule. 

Although CMIP exhibits a l,3,S-substitution pattern on a central sbc-membered 
ring, analogous to that seen in EPSP, the remaining substituent (S-carboxylic acid) does 

1 S not come close to overlapping the corresponding moiety in EPSP (the phosphate group). 
Instead, the S-carboxylic add of CMIP ^ts approximately in the position of the 
guanidinium group of the Arg 48 sidechain. As already discussed, this prevents this region 
of the protdn fi'om adopting its ternary conformation, but also has the effect that the 
inhibitor is imable to fulfill any of the interactions which are made by the EPSP phosphate 

20 group. Despite the fact that the protein is in the "closed" conformation, the residues on 
the "lid" are too remote firom and have incorrect orientations relative to the 5-caiboxylate 
of the inhibitor to be able to make any interactions. There is therefore slightly more space 
in this region of the active site in the inhibitor structure, and this space is filled by solvent 
molecules, iseveral of which make strong interactions with the S-carboxylate. There are 

25 also a number of solvent molecules whose positions are conserved in both crystal 
structures. Of particular interest is the water molecule which mediates the interaction 
between Ser 9, Ser 132 and 0 10 of EPSP, which has been discussed previously. 
S) Three-dimensional structure of Chorismate Synthase-FMN-CMSPD complex. 
The structure of CMSPD bound to the complex of SpCS and FMN was 

30 determined to 2.6A resolution. An overlay of the protein coordinates from the CMSPD 
and ternary structures showed that there were few significant differences between them. 
Comparison of the Calpha positions of the ternary "closed" form with that of the CMSPD 
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. stmcture showed thqr are essentiaUy identical, wi 

for the CNOP structure, five residues between Gly 47 and lie S 1 were impossible to place 
in the electron density for the CMSPD structure. It is clear from the positions of 
surrounding residues which it has been possible to fit, that the loop bearing those residues 

5 (fi-om Tyr 43 to Qlu 52) has flexed out of the active site, and therefore increases the space 
which is available at the EPSP site, specifically at the 021 (hydrojgrl) and C17 (vinyl) 
positions as well as that of the phosphate. 

CMSPD mimics the interactions made by the carboxylate.groups of EPSP, in a 
similar way to CMIP. Once again, when the protein coordinates from the EPSP, CMIP . 

1 0 and CMSPD complexes are overlaid, the positions of the oxygen atoms of the carbo?Qrlate 
groups from each ligand superimpose almost exactly. Both CNfiSPD and CMIP possess 
two carboxylate groups separated by a five atom chain in a trans configuration, and this 
simple motif appears to be a major determinant of the binding of each molecule. In 
contrast to the binding mode of CMIP, the position of the central phenyl ring of CMSPD 

15 is closer to that ofEPSP when each of the ligands is overlaid. In CMSPD, it is the benzoic 
acid carboxylate which interacts with FMN 02 and the sidechain of His 1 10. The pendant 
thio-acetate group nrnnics the conformation of the enol-pyruvate moiety in EPSP, making 
similar interactions with the sidechams of Arg 39, Arg45 and Arg 134. In contrast with 
CMIP, the remaining carboxylate group sits in a position close to that occupied by the 

20 phosphate group of EPSP. This allows ai hydrogen bond between the carboxylate group 
aiid the sidechain of His 10, as well as a water-mediated interaction vdth Arg 107. The : 
formation of these extra interactions appears to be the reason for the difference in binding 
modes of CMIP and CMSP. 

6) Three-dimensional stmcture of Chorismate Synthase-^FMN-CPCD complex. 

25 The structure of CPCD bound to the complex of SpCS and FMN was determined 

to 2.6A resolution. An overlay pf the protein coordinates from the CPCD and ternary 
stmctures showed that there were few significant dififerences between them. Comparison 
of the Calpha positions of the ''closed" forms of both ternary and CPCD stmctures shows 
they are essentially identical, with an RMSD of 1.1 5 A. As iii the CMIP stmcture, five 

30 residues between Gly 47 and De S 1 were impossible to place in the electron density for the 
inhibitor structure. The movement of this loop away from the active site creates additional 
space in the region occupied by the phosphate group ofEPSP in the ternary structure. 
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which is exploited in the binding of CPCD. 

CPCD differs from CMIP and CMSPD in possessing just a single caibo?^late 
group. It is this benzoic acid that mimics the interactions with 02 of FMN and the 
sidechain ofHis 1 10. In contrast with EPSP and the other inhibitors^ CPCD uses a cyano 
5 fimctionality to interact with Arg 39. Cyano is a poor mimic for a carboxylate group in 
this position as it forms just a single hydrogen bond with Arg 39, in contrast to the four 
hydrogen bonds formed by EPSP (two with Arg 39, one each with. Arg 45, Arg 134). 
CPCD also differs from CMIP and CMSPD in possessing a link to a second phenyl ring, 
making the molecule longer, with the consequence that CPCD extends considerably fruther . 

1 0 out of the active site than the other inhibitors. Although the ether oxygen of CPCD makes . 
no direct interactions with the protein, the terminal caifooxamide forms a hydrogen bond 
withNE of the fiiUy conserved Arg 337, and also makes water-mediate interactions with 
main chain carbonyls of Arg 45 and dy 47. Although the carboxamide is extending out 
of the active site towards regions of the protein that are not fully conserved, the observed 

IS interactions are with mainchain atoms whose positions are restricted, or with conserved 
sidechain atoms. In this structure, the sidechain of Arg 337 has moved slightly from its 
position in the EPSP structure in order to make the observed hydrogm bond with the 
carboxamide oxygen. While the replacement of the second carboxylate with a cyano 
group reduces the number of interactions made by the inhibitor at the common interaction 

20 points, the overall shape fit of CPCD and the extra interactions made by the carboxamide 
group compensate for this. 

7) Three-dunensional structure of Chorismate Synthase-FMN-BSACB complex. 

The structure ofBS ACB bound to the complex of SpCS and FMN was determined 
to 2.3 A resolution. An overlay of the protein coordmates from the BSACB and ternary 

25 structures showed that there were few significant differences between them. Comparison . 
of the Calpha positions of the '"closed" forms, of both ternary and BSACB structures 
shows th^ are essentially identical, with an RMSD of 0.67 A. As in the other stractures, 
the absence of iSve residues between Gly 47 and He 51 creates additional space in the 
region occupied by the phosphate group of EPSP in the temaiy structure, which is 

30 exploited by BSACB. 

B S ACB possesses two carboxylate groups, which mimic the interactions made by 
the two carboxylates of CMIP, CMSPD and EPSP. The binding mode is similar to that 
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. of CMDP, the interaction with Arg 39 being made by the beinzoic acid moiety, while the 
carboT^late of the cinhamic acid moiety makes the interaction with 02 of FMN and the 
sidechain of His 110. The sulphonamide linker group is positioned close to the location 
of the EPSP phosphate group in the ternary structure, although it does not make any 

5 interactions with the corresponding residues. However, one of the sulphonamide oxygen 
atoms sits in a position that is occupied by a conserved water molecule in the EPSP 
structure. This water molecule is coordinated by Ser 9 and Ser 132, aiid also interacts 
with 0 1 1 ofEPSP. The second phenyl ring of BS ACB lacks the functionality to make any 
fiuther specific interactions, but provides a complementary shape fit with the sur&ce of 

10 the active site. 

8) The use of Molecular Replacement to solve a novel CS structure. 

The method of Molecular Replacement was used to determine the three- 
dimensional coordinates of CS from each of the p^^lhogemchactenaEnterococcusfaecalis 
mdHaemophilus influenzae. The crystal structure coordinates of CS icom Streptococcus 

IS pneumoniae were used as a starting model ixi order to determine approximate phase 
. information. Said phases were used in the determination of electron den^ty maps^ which 
were treated as described above. The differences (both sequence and stmctural) between 
these new Chprismate Synthases and the starting mpdel were apparent from these maps, 
allowing the accurate determination of the three-dimensional coordinates of E9CS and 

20 HiCS. 

Definition of the CS active site. 

The residues composing the CS active site can be divided into two groups. First, 
there are the residues which are involved in contacts between the protein and FMN (the 
TMN-binding site*)* Second, there are the residues which are involved in contacts 

25 between the protein and EPSP (the 'EPSP-binding site'). There is some overlap in the. 
content of these two sites, although they are largely distmct. There are additional 
interactions between the ligand at the FMN-bindinig site (FMN) and the ligand at the 
EPSP-binding site (EPSP, CMIP CMSPD, CPCD or BSACB), and therefore each ligand 
can be considered to comprise part ofthe binding site of the other. In the structures of the 

30 inhibitor complexes described above, the inhibitor molecule is accorrmiodated within the 
EPSP-binding site, and makes interactions only with residues which have been implicated 
in the binding ofEPSP by the CS-FMN complex. Comparison of the structures of SpCS, 
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EfCS and HiCS has shown that the active sites of each of these proteins are the same, and 
that the positions of the residues comprising the FMN^binding site and the EPSP-bihding 
site are essentially identical.. 

The FMN-binding site comprises residues from two monomers, related by the tight 
5 dimerisation interaction. Specifically, the residues Arg 39, Arg 45, dy 109, His 1 10, Ala 
. Ill, Ser 131, Ser 132, Ala 133, Thr 136, De 250, Asn251, Ala252,Phe253, Lys 254, 
Met 310, Lys 31 1, He 313, Pro 314, Thr 315, Arg 337, Ser 338, Asp 339, Ali 342, Ala 
345, Ala 346, Val 349 from the monomer to which the FMN is bound are withm 5 A of the 
FMN atoms and therefore can be considered to form part of the binding site. In addition, 
10 residues Asp 240, Phe 294, Glu 295, dy 296, Gly 297 from an adjacent monomer are also 
within 5 A of FMN and form part of the bmding site. In addition, residue Lys 238, also 
from the adjacent monomer, is more than 5A from FMN but is involved in a water 
mediated interaction with the FMN phosphate group, and therefore must also be 
considered to be a part of the FMN-bindiiig site. As stated above, EPSP itself also forms 
15 part of the FMN-binding site. 

The EPSPrbinding site is displaced from the dimerisation interface relative to 
FMN, and therefore comprises residues from only the monomer to which the ligands are 
directly bouiid. Specifically, residues Ser 9, His 10, Arg 39, Arg 45, Arg 48; Met 49i Asp 
54, Asp 80, Arg 107, His 1 10, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Thr 137, Glu 
20 336, Arg 337, Ser 338, Asp 339 are within 5A of EPSP in the closed form of the active 
site and therefore can be considered to form part of the EPSP binding site. As stated 
above, FMN itself also forms part of the EPSP-binding site. 

Figure 2 shows a sequence alignment for CS from the following bacterial species: 
E. colU S. typhi, K pestis, H. influenza, P. aeruginosa, K meningiditis, K gonorrhoeae, 
25 C difficile, S. aureus, B. subtilis, S. pneumoniae, E. faecalis, M. tuberculosis, P. 
multocida, H. pylori. Sequences from fim^ {N. crassa), plaiA {A. ihcdiana) tsA 
apicomplexan parasites {P. falciparum, gondii) are also included for comparison. The 
residues which comprise the FMN and EPSP-binding sites, as listed above, are higjhlighted. 
Of these, Ser 9, His 10, Arg 39, Arg 45, Asp 54, Asp 80, Arg 107, Gly 109, His 1 10, Ala 
30 111, Ser 131, Ser 132, Ala 133, Arg 134, Thr 136, Asp 240, De250, Asn251, Ala 252, 
Lys 254, Gly 296, Gly 297, Lys 311, Thr 315, Arg 337, Asp 339, Ala 346, Val 349 are 
either completely conserved or are very highly conserved and only conservative mutations 
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occur across the sequences of bacterial pathogens, fungi, plants and apicompliexan 
paradtes. In addition, residues at positions Met 49, Thr 137, Phe 2S3, Phe 294, Met 310, 
Ala 242, are well conserved in terms of size and hydrophobicity across the same range of 
species. The residues which are involved in hydrogen-bonding or salt-bridge interactions 
5 v^dth FMN (these comprise His 1 10, Lys 3 11) or either of EPSP or the inhibitors CMIP, 
CMSPD, CPCDandBSACB(thesecompriseSer9,HislO, Arg39, Arg45, Arg 107,His 
1 10, Ser 132, Arg 134 and Arg 337) are totally conserved across all of the species listed . 
above, with the exception of Arg 45, which is completely conserved in gram-positive 
bacteria, but less conserved in other species. However, residue 345, which is Ala in gram- 

10 positive bacterk but is a completely comerved Argihine in aU other spedes, is 

placed to mteract with EPSP or inhibitor when Arg 45 is not present. When Arginine is 
modeled at position 345, the guanidinium group is within 1 A of the guanidinium group of 
Arg 45. Therefore each of the residues required for essential hydrogen-bonded or salt- 
bridge interactions between CS and ligand or inhibitor is present in bacterial, fiingal, plant 

15 and parasite species. 
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CLAIMS 

1. A computer programmed to produce a three-dimensional representation of a 
molecule or molecular complex, wherein the molecule or moleculiar complex comprises 
a binding domain defined by the structure coordinates of 
5 (a) Arg 39, His 110, Ser 132, Thr 136, Lys 254, Gly 297, Lys 311, Thr 315, 

Arg 337 and Asp 339 according to Fig. 1; or 
(b) Ser 9. His 10, Arg 39, Asp 54, Arg 107, His 1 10, Ser 132, Ala 133, Arg 
134, Thr 136, Arg 337 and Asp 339 according to Fig. 1, 
or where the molecular complex or binding domain has a root mean square deviation of 
10 conserved residue backbone atoms of less than 2A when superimposed on the relevant 
backbone atoms described by the structure coordinates of said amino adds. . 
1, A computer prograrimied according to claim 1, wherein (a) fiirther comprises the 
structure coordinates of: 

(0 Arg45,Giy i09,Alalll,Serl31,Alal33,Lys238, Asp240,ne 
15 250, Asn 251, Ala 252, Phe 253, Phe 294, Gly 296, Met 310, He 

3 13, Pro 3 14, Ala 342, Ala 345, Ala 346 and Val 349 according to 
Fig. 1 ; or (b) fiirther comprises the structure coordinates of: 
(ii) Arg 45, Met 49, Asp 80, Ser 131, and Thr 137 according to Fig. 

20 or where the molecular complex or binding domain has a root mean square deviation of 
conserved residue backbone atoms of less than 2A when superimposed on the relevant 
backbone atoms described by the structure coordinates of said amino acids, or where the 
molecular complex or binding domain has conservative amino add substitutions for those 
amino acids specified in (i) or (ii). 

25 3. A computer progranmied according to claim 1 or claim 2, wherein (a fiirther 
comprises the structure coordinates of Ser 338 according to Fig. 1, or (b) fiuther 
comprises the structure coordinates of Arg 48, Glu 336 and Ser 338 according to Fig. 1. 
4. A computer according to any of claims 1 to 3, wherein the molecule is Chorismate 
Synthase. 

30 5. A computer according to any of claims 1 to 4, wherein the molecule is Chorismate 
Synthase fi-om S. pneumoniae, 

6. A method for identifying the potential of a chemical entity to associate with 
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Chorismate Synthase enzyme, comprising the Steps of: 

a) applying computational means to perfomi a fitting operation between the 
chemical entity and the Chorismate Synthase binding domain defined by 
the structure coordinates defined in any of claims 1 to 3; and 

5 b) . analysing the results of the fitting operation to quantify the association. 

7. A method according to claim 6, wherein the computational means is provided by 
a computer as defined in. any of claims 1 to S. 

8. A method for identifying a potential inhibitor or agent that interacts with a 
Chorismate Synthase binding domain, comprising the steps of: 

10 (a) iising the atomic coordinates defined in any of claims 1 to 3 to generate a 

three-dimensional structure of a molecule comprising a Chorismate 
Synthase binding domain; 

b) employing the three-dimensional structure to design or select the inhibitor 
or agent; 

IS c) synthesising the inhibitor or agent; and 

d) contacting the inhibitor of agent with the Chorismate Synthase binding 
domain to determine the ability of the inhibitor or agent to interact with the 
domain. 

9. A crystal of the binding domain of Chorismate Synthase, wherein the binding 
20 domain has a three-dimendonal structure characterised by the atomic structure coordinates 

ofFig. 1. 
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Figure 1 
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7 


A 


N 


AT<^ 


1922 


CA 


VAL A 247 


-2.157 


5.901 


8.609 


1.00 17.65 


6 


A 


c 


ATCH4 


"1^23 


C 


VAL A 247 


-2.567 


7,262 


9.140 


1.00 17.80 


6 


A 


c 


ATOM 


' ld24 


O 


VAL A 247 


-3.509 


7.346 


9.963 


1.00 18.79 


8 


A 


0 


ATOM 


19^5 


CB 


VAL A 247 


-0.813 


5,423 


9.219 


1.00 15.91 


6 


A 


c 


ATOM 


1926 


CGI 


VAL A 247 


-0.811 


5,587 


10.741 


1.00 14.86 


6 


A 


c 


ATOM 


1927 


CG2 


VAL A 247 


-0.629 


3.938 


8.821 


1.00 15.94 


6 


A 


c 


ATOM 


1928 


N 


VAL A 248 


-1.915. 


8.366 


■ 8.740 


1.00 16.76 


7 


A 


N 


ATOM 


1929 


CA 


VAL A 248 


-2.31^ 


9.670 


9.281 


1.00 15.43 


6 


A 


c 


ATOM 


1930 


C 


VAL A 248 


-3.706 


10.074 


8.786 


1.00 16.88 


6 


A 


c 


ATOM 


1931 


O 


VAL A 248 


-4.313 


10.887 


9.480 


1.00 15.90 


8 


A 


0 


ATOM 


1932 


CB 


VAL A 248 


-1.25^ 


10.735 


8.910 


1.00 16.64 


6 


A 


c 


ATOM 


1933 


CGI 


VAL A 248 


-1.695 


12.144 


9,233 


1.00 14.71 


6 


A 


c 


ATOM 


1934 


CG2 


VAL A 248 


0.009 


10.364 


9.675 


1.00 14.52 


6 


A 


c 


ATOM 


1935 


N 


SER A 249 


-4.295 


9.380 


7.802 


1.00 14.98 


7 


A 


N 


ATOM 


1936 


CA 


SER A 249 


-5.630 


9.756 


7.361 


1.00 16. 7B 


6 


A 


C 


ATOM 


1937 


C 


SER A 249 


-6.708 


9.252 


8.328 


1.00 16.66 


6 


A 


C 


ATOM 


1938 


O 


SER A 249 


-7.879 


9.582 


8.131 


1.00 17.66 


8 


A 


0 


ATOM 


1939 


CB 


SER A 249 


-5.949 


9.316 


S.937 


1.00 17.26 


6 


A 


C 


ATOM 


1940 


OG 


SER A 249 


-6.206 


7.916 


5.812 


1.00 19.32 


8 


A 


0 


ATOM 


1941 


N 


ILE A 250 


-6,365 


8.354 


9.223 


1.00 15.53 


7 


A 


N 


ATOM 


1942 


CA 


ILE A 250 


-7.384 


7.825 


10.162 


1.00 15.67 


6 


A 


C 


ATOM 


1943 


C 


ILE A 250 


-7.718 


8.943 


11.138 


1.00 17.81 


6 


A 
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ATOM 


1944 


O 


ILE A 250 


-6.852 


9.699 


11.625 


1.00 14.26 


8 


A 


0 


ATOM 


1945 


CB 


ILE A 250 


-6.891 


6.564 


10.841 


1.00 15.93 


6 


A 


c 


ATOM 


1946 


CGI 


ILE A 250 


-6.408 


5.542 


9.771 


1.00 13.50 


6 


A 


c 


ATOM 


1947 


CG2 


ILE A 250 


-7.948 


5.848 


11.722 


1.00 17.08 


6 


A 


c 


ATOM 


1948 


CDl 


ILE A 256 


-5.699 


4.363 


10.443 


1.00 15.52 


6 


A 


c 


ATOM 


1949 


N 


ASN A 251 


-9.031 


9.108 


11.375 


1.00 16.69 


7 


A 


N 


ATOM 


1950 


CA 


ASN A 251 


-9.508 


10.099 


12.336 


1.00 17.04 


6 


A 


c 


ATOM 


1951 


C 


ASN A 251 


-8.709 


10.034 


13.630 


1.00 18.75 


6 


. A 


c 


ATOM 


1952 


O 


ASN A 251 


-8.469 


8.936 


14.138 


1.00 16.78 


8 


A 


0 


ATOM 


1953 


CB 


ASN A 251 


-10.979 


9.699 


12.736 


1.00 17.04 


S 
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1954 


CG 


ASN A 251 


—11 . 934 


3 . D 




1 00 19.46 


— z 


}^ 


c 


ATOM 


1955 


ODl 


. ASN A 251 


-11.651 


9.411 
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1.00 19.48 


8 


A 


0 


ATOM 


195^ 


ND2 ASN A 251 


-13.051 


10.620 


11.733 


1.00 19.11 
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N 


ATOM 


1957 


N 


ALA A 252 


-6.^42 


11.168 


14.138 


1.00 18.33 


7 


A 


N 


ATOM 


1958 


CA 


ALA A 252 


-7.572 


11.311 


15.397 


1.00 19.66 


6 


A 


c 


ATOM 


1959 


C 


ALA A 252 


-6.115 


10.918 


15.299 


1.00 18.95 


6 


A 


c 


ATOM 


1960 


O 


ALA A 252 


-5.414 


11.142 


16.288 


1.00 20.15 


8 


A 


0 


ATOM 


1961 


CB 


ALA A 252 


-8.227 


10.612 


16.600 


1.00 19.24 


6 


A 
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ATOM 


1962 


M 


PHE A 253 


-5.646 


10.386 


14.169 


1.00 19.74 


7 


A 


N 


ATOM 


1963 


CA 


PHE A 253 


-4.216 


10.041 


14.127 


1.00 20.24 


6 


A 


c 


ATOM 


1964 


C 


PHE A 253 


-3.34 6 


11.271 


13.890 


1.00 20.49 


6 


A 


c 


ATOM 


1965 


O 


PHE A 253 


-3.608 


12.027 


12.999 


■ 1.00 20.42 
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A 
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ATOM 


1966 


CB 


PH£ A 253 


-3.829 


8.938 


13.124 


1.00 18.51 


6 


A 


C 


ATOM 


1967 


CG 


PHE A 253 


-4.136 


7.546 


13.651 


1.00 19.18 




A 


C 


ATOM 


1968 


CDl 


PRE A 253 


-5.433 


7.227 


14.049 


1.00 18.1b 


i 


A 


C 


ATOM 


1969 


CD2 


PHE A 253 


-3.161 


6.569 


13.778 


1.00 17.65 


6 


A 


C 


ATOM 


1970 


CBl 


PHE A 253 


-5,751 


5.952 


14.510 


1.00 17.22 


4> 


A 


C 


ATOM 


1971 


CE2 


PHE A 253 


-3.458 


5.295 


14.215 


1.00 16.98 


6 


A 


c 


ATOM 


1972 


CZ 


PHE A 253 


-4.795 


4.974 


14 . 608 


1^00 17.88 


6 


A 
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1973 


N 


LYS A 254 


-2.218 


11.420 


14.620 


1.00 19.89 
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A 


H 


ATOM 


1974 


CA 


LYS A 254 


-1.416 


12.609 


14.467 


1.00 18.57 


^ 


A 


C 


ATOM 


1975 


c 


LYS A 254 


0.63d 


12.259 


14.140 


1.00 16.78 


6 


A 


c 


ATOM 


1976 


0 


LYS A 254 


0.814 


13.145 


14.366 


1.00 15.12 


8 


A 


0 


ATOM 


1977 


CB 


LYS A 254 


-1.463 


13.460 


15.753 


1.00 17.45 




A 


c 


ATOM 


1978 


CG 


LYS A 254 


-2.891 


13.755 


16.202 


1.00 20.23 




A 
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1979 


CD 


LYS A 254 


-3.547 


14.804 


15.339 


1.00 18.88 
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c •■ 


UTAH 


1980 


CE 


LYS A 254 


-2.841 


16.140 


15.446 


1.00 17.17 


6 
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c 


ATOM 
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NZ 


LYS A 254 


-3.410 


17.138 


14.493 


1.00 17.75 
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GLY A 255 


0 . 383 


11.024 


13.813 


1.00 13.67 
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N 


ATun 
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CA 


GI*Y A 255 


1.^47 


10.692 


13.506 


1.00 14.42 
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A 
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Q 


GLY A 255 


1.881 


9.219 


13.075 


1.00 15.77 


6 


A 
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J. 7D3 


V/ 


Cil.y A 255 

U J-J L t\ £m ^ 


0.926 


8.457 


13.295 


1.00 15.88 
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A 
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W 


V r\XA t\. tm^\* 


3.015 


8.889 


12.482 


1.00 13.89 


7 


A 


N 
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CA 


VAT. A 256 


3.240 


7.515 


12.007 


1.00 15.68 


6 


A 


C 


AT\jn 


1 QfiR 




VAL A 256 


4.754 


7.327 


11.961 


1.00 17.44 


6 


A 


C 


ATOM 


- 1 QOQ 




VAL A 256 


5,487 


8.337 


11.711 


1.00 16.93 


8 


A 


0 


ATOM 




CB 


VAL A 256 


2.581 


7.269 


10.625 


1.00 15.71 


6 


A 


c 


ATOM 


1 QQ1 


CGI 


VAL A 256 


3.188 


8.241 


9.597 


1.00 15.59 


6 


A 


c 


ATOM 




CG2 


VAL A 256 


2.722 


5.812 


10.192 


1.00 15.79 


6 


A 


C 


ATOM 


X 77 J 


N 


GLU A 257 


5.il22 


6. 138 


12.300 


1.00 14,23 


7 


A 


H 


ATOM 


X 7^ ^ 


CA 


GLU A 257 


"6.682 


5. 926. 


12.336 


1,00 17.69 


6 


A 


C 


ATOM 


X773 


C 


GLU A 257 


6.957 


4.487 


11.962 


1.00 16.38 


^ 


A 


C 


ATOM 


A77O 


0 


GLU A 257 


6.018 


■ 3.706 


12 . 109 


1.00 15.26 


8 


A 


0 


ATOM 


1 aa'7 

X 77 / 


CB 


GLU A 257 


7.155 


6.385 


13.732 


1.00 18.71 


6 


A 


c 


ATOM 


X 770 


CG 


GLU A 257 


6.923 


5.335 


14.810 


1.00 19.38 




A 


c 


ATv^n 


1 QQQ 
X 777 


CD 


GLU A 257 


7.551 


5.744 


16.157 


1.06 ^1.4$ 




A 


c 


ATOM 




OEl 


GLU A 257 


8. 351 


6.684 


16. 316 


1.00 421.20 


8 


A 


0 


ATOM 


« vux 


OE2 GLO A 257 


7. 127 


5. 086 


17.118 


1,00 21.74 
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0 


Ai 




N 


PHE A 258 


8. 137 


4 . 191 


11.457 


1.00 17,55 


7 


A 


N 


ATOM 




CA 


PHE A 258 


8 .444 


2.827 


10.992 


1.00 19.14 


6 


A 


c . 


ATOM 




C 


PHE A 258 


9. 649 


2.234 


11.691 


1.00 17.98 


6 


A 


c 


ATOM 




0 


PHE A 258 


10. 686 


2.897 


11.720 


1.00 19.20 


8 


A 


0 


ATOM 


^ wo 


CB 


PHE A 258 


8.726 


2.906 


9.492 


1.00 19,10 


6 


A 


c 


AlTUn 




CG 


PHE A 258 


7.536 


3.342 


8.680 


1.00 21.90 


6 


A 


c 


ATOM 


^ UUO 


CDl 


PHE A 258 


7.225 


■ 4.675 


8.515 


1.00 22.54 


6 


A 


c 


A run 


& uu 7 


CD2 


PHE A 258 


6. 668 


2.387 


8,173 


1.00 23.84 


6 


A 


c 






CEl 


PHE A 258 


6. 094 


5.045 


7.820 


1.00 24.45 


6 


A 


c 


AT(M 


2011 


CE2 


PHE A 258 


5.529 


2.753 


7.451 


1.00 22.46 


6 


A 


c 


Aiun 


2012 


CZ 


PHE A 258 


5.248 


4.091 


7.292 


1.00 23.62 


6 


A 


c 


n X \Jn 


2013 


N 


GLY A 259 


9.547 


0.967 


12.111 


1.00 20,10 


7 


A 


M 


ATOM 


2014 


CA 


GLY A 259 


10.704 


0.362 


12.793 


1.00 19.62 


6 


A 


c 


ATOM 


201^ 


C 


GLY A 259 


10.977 


1.115 


14.094 


1.00 21.48 


■ t 


A 


c 


ATOM 


2016 


0 


GLY A 259 


10.055 


1.444 


14.835 


1.00 20.94 


- "8 


A 


0 


ATOM 


2017 


N 


LEU A 260 


12.208 


1.459 


14.345 


1.00 21.79 


7 


A 


H 


ATOM 


2018 


CA 


LEU A 260 


12,527 


2.250 


15.555 


1.00 23.69 


6 


A 


c 


ATOM 


2019 


C 


LEU A 260 


11.834 


3.601 


15.538 


1.00 22.81 


6 


A 


c 


ATOM 


2020 


0 


LEO A 260 


11.662 


4.228 


16.572 


1.00 22.62 


8 


A 


0 


ATOM 


2021 


CB 


LEU A 260 


14.015 


2.564 


15.587 


1.00 22.44 


6 


A 


c 


ATOM 


2022 


CG 


LEU A 260 


14.950 


1.464 


16.056 


1.00 24.61 


6 


A 


c 


ATOM 


2023 


CDl 


LEU A 260 


16.396 


1.902 


15.812 


1.00 24.04 


6 


A 


c 


ATOM 


2024 


CD2 


LEO A 260 


14.779 


1.204 


17.553 


1.00 24.34 


6 


A 


c 


ATOM 


2025 


N 


GLY A 261 


11.469 


4.065 


14.347 


1.00 23.27 


7 


A 


N 


ATOM 


2026 


CA 


GLY A 261 


10.75^ 


5.323 


14.229 


1.00 22.68 


6 


A 


c 


ATOM 


2027 


C 


GLY A 261 


11.482 


6.559 


14.739 


1.00 20.97 


6 


A 


c 


ATOM 


2028 


0 


GLY A 2 61 


12.641 


6.744 


14.398 


1.00 20.56 


8 


A 


0 


ATOM 


2029 


N 


PHE A 262 


10.801 


7.415 


15.514 


1.00 18.77 


7 


A 


N 


ATOM 


2030 


CA 


PHE A 262 


11.469 


8.641 


15.990 


1.00 21.97 


6 


A 


c 


ATOM 


2031 


C 


PHE A 262 


12.697 


8.327 


16.877 


1.00 21.86 


6 


A 


c 


ATOM 


2032 


0 


PHE A 262 


13.695 


9.091 


16.857 


1.00 21.03 


8 


A 


0 


ATOM 


2033 


CB 


PHE A 262 


10.500 


9.535 


16.752 


1.00 20.32 


6 


A 


c 


ATOM 


2034 


CG 


PHE A 262 


9.670 


10.401 


15.827 


1.00 20.66 


6 


A 


c 


ATOM 


2035 


CDl 


. PHE A 262 


10.084 


11.697 


15.571 


1.00 19.34 


6 


A 


c 


ATOM 


2036 


CD2 


! PHE A 262 


8*: 530 


9.902 


15.2i8 


1.00 16.69 


6 


A 


c 


ATOM 


2037 


CEl 


. PHE A 262 


9.350 


12.469 


14.673 


1.00 18.97 


6 


A 


c 


ATOM 


2038 


CE2 


1 PHE A 2 62 


7.830 


10.696 


14.314 


1.00 19.95 


6 


A 


c 


ATOM 


2039 


CZ 


PHE A 262 


8.245 


11.972 


14.029 


1.00 16.92 


6 


A 


c 


ATOM 


2040 


N 


GLU A 263 


12.731 


7.124 


17.441 


1.00 20.67 


7 


A 


N 


ATOM 


2041 


CA 


GLU A 263 


13.919 


6.771 


18.250 


1.00 23.88 


6 


A 


c 


ATOM 


2042 


C 


GLU A 263 


15.171 


6.681 


"17. 367 


1.00 22-50 


6 


A 


c 


ATOM 


2043 


0 


GLU A 263 


16.294 


6.882 


17.854 


1.00 21.00 


8 


A 


0 


ATOM 


2044 


CB 


GLU A 263 


13.711 


5.458 


18.985 


1.00 27.42 
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A 


c. 
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ATOM 2124 N ASP A 274 



20.278 
20.053 



>2,362 9.613 1.00 23.15 



7 A 
6 A 



JC 

_c 
_o 
o 



Mm 



2125 CA ASP A 274 



-3.795 ^.781 1.00 23.82 



ATOM 2126 C ASP A 274 



21.020 -4.568 



.896 



7.671 



1.00 22.30 
1.00 20.02 



6 A 



ATOM 



2127 O ASP A 274 



20.912 -4. 575 



ATOM 



2128 CB ASP A 274 



18.601 >4.09S 9.381 1.00 22.46 



or 



6 A 



ATOM 



2129 CG ASP A 274 



17.596 -3.514 10.357 



1.00 23. 

1,00 21,21 



ATOM 2130 GDI ASP A 274 



17.827 -3.578 11.590 



J A_ 

8 A 



ATOM 2131 0D2 ASP A 274 



16.560 



ATOM 2132 M GLP A 275 



21.992 



-3.032 
-5.280 



9.849 
9.439 



1.00 
1.00 
1.00 



22.05 



23.04 
22.75 



7 A 

TIT 



ATOM 2133 CA GLP A 275 



23.018 -6.000 8.70^ 



ATOM 2134 C GLO A 275 



22!408 -7!ll8 7.870 1.00 23.01 



ATOM 



2135 



ATOM 2136 



d GLO A 275 
CB GLP A 275 



21.426 -7.757 8.219 1.00 



ATOM 



2137 CG GLP A 27S" 



24.109 
24.774 



■6.564 
-5.495 



9.642 
10.525 



1.00 
1.00 



22.85 
26.22 



"F"a" 



6 A 



ATOM 



2138 CD GLO A 275 



25.998 -6.131 



ATOM 



ATOM 



2139 
2140 



OEl GLP A 275 



25.774 



0E2 GLP A 275 



27.132 



-7.140 
-5.^5^ 



11.216 
11.917 



1.00 



27.82 
31.12 



6 A 



1.00 31.06 



11.020 1.00 30.41" 



8 A 

7 A 



_C 
_C 
_0 

_c 
_c 
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_o 
-2 
-M 
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_c 
_o 

_c 
c 
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c 

M 
C 
C 
O 
C 
C 

"c 

N 

c 
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o 
c 
c 
c 
c 
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c 
c 

c 

c 

c 

N 

c 

c 

o 

X 

o 

N 

C 

C 

o 

C 

c 

c 

c 

H 

N 



ATOM 



2141 N ILE A 276" 



22.989 -7,298 6.697 1.00 20.72 



ATOM 2l42 CA ILE A 27^ 



22.531 -8.182 



5.658 
5.735 



1.00 21.85 



6 A 



ATOM 



2143 C ILE A 276 



23.205 



-9.546 
-9.537 



1.00 



22.02 
21.94 



ATOM 



2144 



ATOM 



2145 



d ILE A 276 
CB ILE A 276 



24.427 



ATOM_ 



214 6 CGI ILE A 276 



22.878 
22.032 



-^.553' 
-6.277 



5.857 1.00 



4.294 
4.108 



1.00 



1.00 



20.39 
20.43 



J A_ 

6 A 



J A_ 

6 A 



ATOM 2147 CG2 ILE A 276 



22.612 -8.552 



3.171 
2.930 



1>00 21.05 



A" 
7 A 



ATOM 



2148 CDl ILE A 276 



22.437 
22.393 



-S.406 
-l6.S6^ 



1.00 19.80 



ATOM 



ATOM 



2149 

Hso" 



N 



LBPA277 



CA LEP A 277 



22.922 -11.936 



5.747 
5.896 



1.00 23.36 



1.00 24.19 



A_ 

6 A 



ATOM 2l5r 



LEP A 27.7 



22.379 -12.788 



4.781 
4.171 



1.00 25.32 



ATOM 



2152 



LEP A 277" 



21.333 -12.459 



1.00 
1.00 



26,18 
24.45 



8 A 

"S— A" 



ATOM 2153 CB LEP A 277 



ATOM 



22.446 -12.553 7.254 



2154 CG LEP A 277 



22.786 -11.728 8.499 1.00 27.37 



"6~A" 
■S— A" 



ATOM 



ATOM 



2155 CDl LEP A 277 



ATOM 2156 CD2 LEP A 277 



2157 N TRP A 278 



21^974 -12.258 9.701 
24.272 -11.790_ 8.812 
23.065 



1,00 26.39. 



-13.892 



1.00 



4.519 
3.476 



1.00 



24.86 
24.11 



"e~A" 



1.00 26.06 



•2 A 

6 A 



ATOM 



2158 CA TRP A 278_ 



304T 
22.933 



-14.824 



ATOM 



ATOM 



2159 



TRP A 278 



2160 O TRP A 278 



23.967 
23.388 



-16.247 
-16.430 



3.993 
4.634 



1.00 30.25 



1.00 27.41 



6 A 

8 A 



ATOM 



2161 CB TRP A 278 



-14.591 



2.166 
1.053 



1.00 25.15 



6 A 

6 A 



ATOM 2162 CG TRP A 278 



22.966 



-15.500 
-15.268 



1.00 26,17 



ATOM 2163 CDl TRP A 278 
ATOM 2164 CD2 TRP A 278 



22.025 



0.099 



23.453 



-16.827 
-1^.367 



0.810 



1.00 



25.64 



25.62 

26.85 



6 A 

"6~A" 



ATOM 



2165 



ATOM 2166 



NEl TRP A 278 
CE2 TRP A 278 



21.885 



1.00 



22.759 -17.327 



-0.301 
1.460 



1.00 



7 A 
"6~A" 



ATOM 



2167 CE3 TRP A 278 



24 . 414 -17.626 



1.00 27.45 



6 A_ 

6 A 



ATOM 



2168 CZ2 TRP A i78" 



23.010 -18.604 



-0.823 
0.938 



1.00 29.20 



ATOM 



2169 CZ3 TRP A TfW 



24.640 
23.955 



-18.888 

-19;360 



1.00 28.97 



6 A_ 

6 A 



ATOM 2170 CH2 TRP A 278 



-0.180 1.00 28.35" 



ATOM 



2171 N SER A 279 



22.042 



-17.163 
-18.565 



3.635 
3.944 



1.00 



32.64 
36.46 



_7 A_ 

6 A 



ATOM 



2172 CA SER A 279 



22.236 
21.703 



1.00 



ATOM 



2173 



SER A 279 



-19.358 
-18.8^^ 



2.756 1.00 Se.lOT 



_6 A_ 

8 A 



ATOM 



2174 



SER A 279 



20.872 
21.560 



1>984 1.00 



36.78 
36.06 



ATOM. 



2175 CB SER A 279 



-18.940 5.251 l.W 



_6 A_ 

8 A 



ATOM 2176 OG SER A 279 



20.170 



-19.088 
-20.538 



5.113 
2.537 



1.00 



36.18 
40.11 



ATOM 2177 N LYS A 280 



ATOM 



22.272 



1.00 



2178 CA LYS A zfo" 



21.788 -21.314 



1.385 
1.69^ 



1.00 44.42 



J A_ 

6 A 



ATOM 



2179 



LYS A 280 



20.375 -21.791 



1.00 
1.00 



45.71 



ATOM 2180 Q LYS A 280 



19.562 -21.964 0.797 



47.14 



ATOM 2181 CB LYS A 280 



22.^63 -22.501 1.050 1.00 46.35 



"8~~Ar 
"g— A" 



ATOM 2182 CG LYS A 280 



22.760 
23.765 



-23.534 2.149 1.00 49.32" 



_6 A_ 

6 A 



ATOM 2183 CD LYS A 280 



>24.610 1.737 1.00 51.63" 



ATOM 2184 CE LYS A 280 



24.622 
23.743 



-24.963 



2.955 
.062 



1.00 
1.00 



52.08 
52.8^ 



6 A 

"7~a" 



ATOM 2185 MZ LYS A 280 



-25.571 



ATOM 2186 N GLP A 281 



20.138 -21.954 2.994 1.00 46.43 



ATOM 2187 CA GLP A 281 



18.801 
17.776 



-22.385 3.389 1.00 49.87 



6 A_ 

6 A 



JC 
C 



ATOM 2188 C GLP A 281 



-21.321 
-21.582 



2.984 1.00 49.18 



ATOM 2189 O GLP A 281. 



16.977 



2.098 1.00 50.20 



8 A 
"6— A" 



_o 

C 



ATOM 2190 CB GLP A 281 



18.747 
19.600 



-22.672 
-23.834 



4.885 
5.342 



1.00 51.93 



ATOM 



2191 CG GLP A 281 



1.00 54.01 



6 A_ 

6 A 



_C 
C 



ATOM 2192 CD GLO A 281 



21.088 



-^3.5^4 
-22.396 



5.42^ 
5.545 



1.00 54.91 



ATOM 2193 OEl GLP A 281 



21.515 



1.00 54.78 



8 A_ 

8 A 



JO 
O 



ATOM 2194 0E2 GLP A 28F 



21.844 -24.560 



5.365 
3.540- 



1.00 



55.81 
46.60 



ATOM 2195 



ASP A 282 



17.837 -20.128 



1.00 
1.00 



J7 A_ 

6 A 



C 



ATOM 2196 CA ASP A 282 



16.871 -19.077 3.406 



44.56 



17!l51 -17.918 2.449 1.00 39.72 6 



ATOM 2197 C ASP A 282 



ATOM 2198 



ASP A 282 



16.285 -17.031 2.352 1.00 38.10 



8 A 

6 A 



-2 

C 



ATOM 



2199 CB ASP A 282 



16.790 



-18.415 
-19.363 



4.816 
5.864' 



1.00 46.83 



ATOM 2200 CG ASP A 282 



ATOM 



16.229 



2201 ODl ASP A 282 



ATOM 2202 002 ASP A 282" 



15.497 
16.548 



-20.308 5.477 



1.00 
1.00 



49.61 
50.46 



J A^ 

8 A 



-19!211 7.066 1.00 50.55 8 A 
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ATOM 
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ATOM 


2282 


CG 


LEU A 291 


16.453 


-0.0.62 


8.696 


1.00 18.83 


6 


A 


C 


ATOM 


2283 


GDI 


LEU A 291 


17.271 


-0.438 


7.489 


1,00 19.63 




A 


C 


ATOM 


2284 


CD2 


LEU A 291 


16.571 


1.411 


8.996 


1.00 16.87 


6 


A 


C 


ATOM 


2285 


N 


GLY A 292 


12.088. 


-1.551 


10.196 


1.00 17.34 


7 


A 


N 


ATOM 


2286 


CA 


GLY A 292 


10.661 


-1.864 


10.066 


1.00 18.14 


€ 


A 


C 


ATOM 


2287 


c 


GLY A 292 


10.277 


-2.337 


8.659 


1.00 18.95 


6 


A 


c 


ATOM 


2288 


0 


GLY A 292 


9.117 


-2.130 


8.256 


1.00 19.85 


8 


A 


d 


ATOM 


2289 


N 


GLY A 293 


11.170 


-3.118 


8.027 


1.00 17.06 


7 


A 


N 


ATOM 


2290 


CA 


GLY A 293 


10.857 


-3.746 


6.759 


1.00 16.18 


6 


A 


C 


ATOM 


2291 


c 


GLY A 2^3 


11.054 


-2.899 


5.514 


1.00 17.78 


6 


A 


c 


&TAM 


2292 


0 


GLY A 293 


10.501 


-3.289 


4.485 


1.00 17.49 


8 


A 


0 




2293 


N 


PH£ A 294 


11.632 


-1.703 


5.626 


1.00 15.59 


7 


A 


N 




2294 


CA 


PHE A 294 


11.823 


-0.840 


4.481 


1.00 18.13 




A 


c 




2295 


c 


PHE A 294 


13.245 


-0.317 


4.:i32 


1,00 19,13 




A 


c 


ATOM 


2296 


o 


PHE A 294 


13.949 


0.071 


5.250 


1.00 18.93 


8 


A 


o 


ATOM 


2297 


CB 


PHE A 294 


10.961 


0.453 


4.547 


1.00 20.64 


6 


A 


c 


t\l\jn 


2298 


CG 


PHE A '294 


9.500 


0.162 


4.355 


1.00 20.86 


6 


A 


c 




2299 


CDl 


PHE A 294 


d.'700 


0.056 


5.485 


1.00 20.98 


6 


A 


c 




2300 


CD2 


PHE A 294 


8.9^2 


-0.042 


3. 109 


1.00 19.02 


6 


A 


c 


ATl/n 


2301 


CEl 


PHE A 294 


7.353 


-0.262 


5.325 


1.00 19.28 


6 


A 


c 


ATun 


2302 


CE2 


PHE A 294 


7.611 


-0.331 


2.947 


1.00 20.38 


6 


A 


c 




2303 


CZ 


PHE A 294 


6.816 


-0.439 


4.075 


1.00 20.20 


6 


A 


c 


ATUn 


2304 


N 


GLU A 295 


13.693 


-0.288 


3.080 


1.00 20.29 


7 


A 


N 




'2305 


CA 


GLU- A 295 


15.020 


0.224 


2.711 


1.00 19.04 


6 


A 


c 


Alun 


2306 


Q 


GLU A 295 


14.823 


1.000 


1.406 


1.00 16.17 


6 


A 


c 


ATOM 




o 


GLU A 295 


14 .312 


0.336 


0.498 


1.00 17.60 - 


8"' 


A 


0 


ATOM 




C*TK 


AI.T1 A. 295 


16,011 


-0. 923 


2.455 


1.00 18.21 




A 


c 


ATOM 




Cft 
v»u 




16. 542 


-1. 558 


3.737 


1.00 17.43 




A 


c. 


ATOM 


^ >3 JL U 


CD 


r;T n A 295 


17.144 


-2.949 


3.537 


1,00 19.35 


6 


A 


c 


ATOM 


^ O X X 


OEl 


Gt.n A 295 


17.424 


-3.405 


2.395 


1.00 18.84 


8 


A 


0 


ATOM 


2 


OE2 


GL.n A 295 


17.439 


-3.546 


4.600 


1.00 18.45 


8 


A 


o 


ATOM 




N 


GTjY a 296 


14.999 


2.280 


1.362 


1.00 15.02 


7 


A 


N 


ATOM 


9"^ 1 4 


CA 


GLY A 296 


14.819 


2.966 


0.074 


1.00 15.84 


6 


A 


C 


ATOM 


^ J X? 


C 


G1.Y A 296 


13.370 


2.950 


-0*414 


1.06 17.61 


6 


A 


c 


ATOM 




Q 


GLY A 296 


13.163 


3.004 


-1.629 


1.00 1^.4^ 




A 


o 


ATOM 




21 


GLY A 297 


12 . 404 


3.026 


0.500 


1,00 17.93 


7 


A 


N 


. ATOM 


^ Ji» 




GLY A 297 


10. 984 


3.068 


0,121 


1.00 19.13 


6 


A 


c 


ATOM 






GLY a"5&7 


10.518 


1.720 


-6.391" 


1.00 21.18 


6 


A 


c 


ATOM 


9'^9fl 




GTiY A 297 


9.366 


1.633 


-0.858 


1.00 22.56 


8 


A 


0 


Aiun 






MET A 296 


11.340 


0.687 


-0.170 


1.00 17.72 


7 


A 


N 


ATOM 


9'599 


CA 


MF!T A 298 


11.011 


-0.622 


-0.692 


1.00 17.38 


6 


A 


C 


ATOM 




Q 


MET A 298 


10.995 


-1.694 


0.400 


1.00 17.78 


6 


A 


C 


ATOM 


2324 


Q 


MET A 298 


11.784 


-1.5^6 


1.332 


1.00 19.04 


8 


A 


O 




2325 


CB 


MET A 298 


12.060 


-1.017 


-1.752 


1,00 15,58 


.6 


A 


C 


ATOn 


£ J A w 


CG 


MET A 298 


11,997 


-0.050 


-2.922 


1.00 17.80 


6 


A 


C 


ATUn 


2^27 


SE 


MET A 296 


13.557 


-0.71^ 


-4.107 


1.00 34.88 


34 


A 


SE 


AT AM 


2328 


CE2 


MET A 298 


14.999 


-0.342 


-2.678 


1.00 18.07 


6 


A 


C 


Alun 


2329 


N 


THR A 299 


10.127 


-2.679 


0.297 


1.00 18.34 


7 


A 


N 


Ai wn 


2330 


CA 


THR A 299 


10.076 


-3.753 


1.283 


1.00 18.06 


6 


A 


C 


AX v^n 


2331 


C 


THR A 299 


11.346 


-4.592 


1.206 


1.00 17.95 


6 


A 


C 


ATOM 


2332 


O 


THR A 299 


11.692 


-5.004 


0.100 


1.00 18.32 


8 


A 


O 


ATOM 


2333 


CB 


THR A 299 


8.889 


-4.697 


1.058 


1.00 17.07 


6 


A 


c 


A A 


2334 


OGl 


THR A 299 


8.677 


-5,174 


-0.273 


1.00 15.34 


8 


A 


0 


A 1,\JPM 


2335 


CG2 


; THR A 299 


" 7.590 


-3.909 


1.309 


1.00 17.92 


6 


A 


c 


ATOM 


2336 


N 


ASN A 300 


11.988 


-4.862 


2.342 


1.00 18.79 


7 


A 


N 


AT<M 


2337 


CA 


ASN A 300 


13.237 


-5.638 


2.253 


1.00 18.37 


6 


A 


c 


ATOM 


2338 


C 


ASN A 300 


13.033 


-7.108 


2.585 


1.00 21.12 


6 


A 


c 


ATOM 


2339 


0 


ASN A 300 


13.96i 


-7.936 


2.635 


1.00 18.85 


8 


A 


0 


ATOM 


2340 


CB 


ASN A 300 


14.241 


-4.952 


3.181 


1.00 18.86 


^ 


A 


c 


ATOM 


2341 


CG 


ASN A 300 


13.926 


-5.055 


4.657 


1.00 19.74 


6 


A 


c 


ATOM 


2342 


ODl ASN A 300 


12.901 


-5.583 


5,044 


1.00 18.37 


8 


A 


0 


ATOM 


2343 


ND2 ASN A 300 


14.762 


-4.515 


5. 545 


1.00 18.82 


7 


A 


N 


ATOM 


2344 


N 


GLY A 301 


11-776 


-7.440 


2.882 


1.00 19.10 


7 


A 


N 


ATOM 


2345 


CA 


GLY A 301 


11.394 


-8.766 


3.296 


1.00 19.04 


6 


A 


C 


ATOM 


' 2346 


C 


GLY A 301 


11.363 


-8.998 


4.781 


1.00 20.68 


6 


A 


C 


ATOM 


" 2347 


0 


GLY A 301 


10.871 


-10.085 


5.137 


1.00 22.85 


8 


A 


0 


ATOM 


2348 


N 


GLN A 302 


11.739 


-8.079 


5.652 


1.00 18.90 


7 


A 


N 


ATOM 


2349 


CA 


GLN A 302 


11 .506 


-8 . 271 


7 . 089 


n Art OA OA 


o 


A 


i» 


ATOM 


2350 


C 


GLN A 302 


10.044 


-7.858 


7.350 


1.00 19.46 


6 


A 


C 


ATOM 


2351 


0 


GLN A 302 


^.384 


-7.308 


6.452 


1.00 21.39 


8 


A 


0 


ATOM 


2352 


CB 


GLN A 302 


12.476 


-7.427 


7.917 


1.00 20.02 


6 


A 


c 


ATOM 


■ 2353 


CG 


GLN A 302 


13.964 


-7.848 


7.818 


1.00 22.01 


6 


A 


c 


ATOM 


2^54 


CD 


GLN A 302 


14,083 


-9.268 


8.386 


1.00 24.31 


6 


A 


c 


ATOM 


2355" 


OEl GLN A 302 


13.760 


-9,541 


9.543 


1.00 25.78 


8 


A 


0 


ATOM 


2356 


NE2 GLN A 302 


14.561 


-10.211 


7.607 


1.00 21.43 


7 


A 


N 


ATOM 


2357 


N 


PRO A 303 


9.496 


-8.121 


8.507 


1,00 19.64 


7 


A 


N 


ATOM 


2358 


CA 


PRO A 303 


8.121 


-7.777 


8.818 


1.00 18.81 


6 


A 


c 


ATOM 


2359 


C 


PRO A 303 


7.978 


-6.259 


8.707 


1,00 18.98 


6 


A 


c 


ATOM 


2360 


O 


PRO A 303 


8.896 


-5.570 


9.130 


1.00 17.02 


8 


A 


0 
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ATOM 2440 CDIBILE A 313 



32/189 

-13.635 8.335 22^250 



ATOM 2441 W PRO A 314 
ATOM 



2442 CH PRO A 314 



-11.773 13.729 21.239 



0.50 26.65 
1.00 27. gT" 



N 



-11.954 15.139 '21.562 1.00 28.46 6 A C 
-13.134 15.458 22.462 1 » 00_^r;_ai__6_ A C 



ATOM 2443 C PRO A 314 



ATOM 2444 O PRO A 314 



ATOM 2445 CB PRO A 311" 



-13.050 16.452 



-12.146 15.821 



23.211 
20.221 



1.00 30.90 8 



1.00 27.29 6 A 



ATOM 



2446 CG PRO A 314 



-11.632 14.837 



AT^5 2447 CD PRO A 314 



-11.881 13.463 



19.210 1,00 27.06" 
19. 79^ 1.00 26.34" 



ATOM 2448 



ATOM 2449 



W THR A 315 
CA THR A 315 



ATOM 



2450 C THR A 31^ 



■14.219 
-15.369 



14.706 22.410 
15.063 23.261^ 



1.00 32.96 
1.00 33.98 



7 A 



-15.180 14.682 24.717 1.00 34.31 6 A 



ATOM 



2451 O THR A 315 



-15.025 
-16.6!^4 



13.499 



25.048 
22,734 



1.00 31.45 
1.00 36.18" 



8 A 

6 A 



_C 

__o 

_C 

_C 
_N 
_C 
C 

-2 

c 
c 
c 



ATOM 2452 CB THR A 315 



14.370 
12.970 



22.809 1.00 37.94" 



ATOM 2453 OGl THR A 315 



-16.332 



ATOM 2454 CG2 THR A 315 



-16.961 14.689 21.298 



1.00 33.71 
1.00 32.72" 



8 A 

"g~A" 



ATOM 



2455 



ATOM 2456 



W LEU A 316 
CA LEO A 316 



-15.229 
-14.996 



15.689 25.614 



15.423 27.018 



i.bo 

1.00 34.87 



7 A 



ATOM 



2457 C I*EU A 316" 



-16.162 
-16.927 



15.893 27.911 



"T^A 
8 A 



ATOM 



2458 O LEO A 316 



16.746 27.498 



1.00 31.18 
1.00 33.43 



ATOM 



2459 CB LEU A 316 



ATOM 



2460 CG LEU A. 316 



-13.798 
-12.547 



16.202 27.595 



6 A 



16.369 26.720 



ATOM 



2461 CDl LEU A 316 



-11.^21 17.371 27*3^" 



1.00 32.84 
1.00 30.85 



6 A 
6 A 



ATOM 24 62 CD2 LEO A 316 



-11.869 15.043 26.474 



1.00 30.26 
1.00 36.11 



6 A 

7 A 



ATOM 2463 N 



TYR A 317 



-16.127 15.373 



ATOM 



2464 CA TYR A 317 



-17.101 15.823 



29.140 
30.152 



1.00 36.74 
1.60 35.9"?" 



"^~A" 



_C 

_c 

_C 
_C 
_C 

_c 

_C 

c 
o 

N 

c 

o 
c 
c 
c 
c 

H 
N 
C 
C 
O 

c 
c 
c 

N 

C 

c 
o 

C 
C 

c 
c 

N 

c 
c 
o 
c 



ATOM 



2465 C 



ATOM 24 66 O 



TYR A 317 
TYR A 317 



16.474 17.065 30.806 



ATOM 



2467 CB TYR A SIT 



-17.143 



-17.353 



• 18.025 
14.742 



31.125 1.00 35.91" 



ATOM 24 68 



ATOM 2469 



CG TYR A 317 
CDl TYR A 317 



-18 . 243 15.192 



31.195 
32.341 



1.00 39.09 
1.00 41.32 



"g~A" 



-19.544 15.595 



32.079 
33.647 



1.00 41.93 
1.00 42.80 



ATOM 2470 CD2 TYR A 317 
2471 CEl TYR A 317 



ATOM 



-17.782 
-20.370 



15.225 



6 A 



16.019 
15.669 



33.099 
34.686 



1.00 43.05 
1.00 43.90" 



6 A 

nr"A' 



ATOM 2472 



CE2 TYR A 317 
C2 TYR A 317 



-18.597 



16.055 
1^.478 



34.394 



1.00 43.46 
1.00 43.54 



ATOM 



2473 



-19.889 



_6 A^ 

8 A 



ATOM 



2474 OH TYR A 317 



-20.722 



35.397 



ATOM 



ATOM 



2475 



N 



LYS A 318 



-15,163 



CA LYS A 318 



-14.413 



17.078 
18.237 



30.950 1.00 35.13 



31.419 
30.374 



1.00 36.82 
1.00 36.08 



6 A 

6. A 



ATOM 2477 C LYS A 318 



-14.704 



ATOM 



2478 O LYS A 318 



-14.862 
-12.920 



19.334 
19.031 



29.197 



1.00 34.73 
1.00 37.55 



"8~A" 
6 A 



ATOM 



2479 CB LYS A 318 



18.018 31.590 



ATOM 



2480 CG LYS A 318 



ATOM 



2481 CD LYS A 318 



-12.471 
-10.973 



16.924 32.541 1.00 38.98 



16.79^ 32.662 1.00 39.42 



6 A 

-r"A~ 



ATOM 
ATOM 



2482 CE LYS A 318 



-10.422 17.807 33.668 1.00 40.28 6 a' 



2483 N2 LYS A 318 



-10.861 



17.388 
20.562 



35.047 



1,00 42.00 
-1.00 35.45 



J7 A_ 

:! A 



ATOM 2484 N PRO A 319 



-14.894 



ATOM 



2485 CA PRO A 319 



-15.284 21.634 



30.819 



29.935 
29.036 



1.00 36.05 
1.00 35.34 



"6""a" 

6 A 



ATOM 



2486 C 



PRO A 319 



-14.142 22.072 



ATOM 2487 O PRO A 319 



-12.992 22.043 



ATOM 



2488 



ATOM 2489 



CB PRO A 319 
CG PRO A 319 



-15.661 22.796 



ATOM 2490 



ATOM 



2491 N 



CD PRO A 319 
LED A 320 



-14.930 
-14.67 5 



29.456 
30.868 



22.504 



21.022 



32.145 
32.218 



1.00 34.78 
1.00 36.39 



1.00 ^6.^^ 
1.06 ^5.8^ 



8 A 

"r~A" 



1— r 



-14.512 22.529 



27.840 
26.923 



1.00 34.32 
1.00 33.05 



7 A_ 

6 A 



ATOM 



2492 



ATOM 



2493 



CA LEU A 320 
LEU A 320" 



-13.501 23.079 



-14.188 24.314 26.324 



ATOM 



2494 



LED A 320 



-15.346 24.201 25.955 



1.00 29.71 
1.00 31.19 



ATOM 



2495 CB LED A 320 



-13.069 22.077 25.864 



"r"A" 

8 A 



1.00 31.45 
1.00 32.04 



_6 A_ 

6 A 



ATOM 2496 CG LEU A 320" 



-12.272 20.838 



26.275 
25.177 



1.00 30.80 
1.00 32.71 



ATOM 



2497 CDl LEU A 320 



-12.243 19.794 



6 A 



ATOM 2498 CD2 LED A 320_ 



-10.867 



21.237 
25.486 



26.719 



ATOM 2499 M MET A 321 



-13.579 



-14.134 26.705 



26.390 



1.00 29.27" 
1.00 24.50 



7 A 

"6~A" 



ATOM 



2500 CA MET A 321 



25.835 
24.309 



1.66 24.49 6 A 



ATOM 2501 C MET A 321 
ATOM 2502 



-14,283 26.548 



META321 



ATOM 2503 CB MET A 321 
ATOM 2504 CG MET A 32l" 



"-13.398 26.042 23.583 1.00 22.07 8 



-13.174 



-12.961 



27.844 
28.132 



26.158 
27.652 



1.00 24.54 
1.00 26.30" 



1.00 56.79 
1.00 33.27" 



6 A 

"6— A" 



34 A 
6 A. 



C 

SE 



ATOM 2505 SE MET A 321 



-14.863 28.266 



ATOM 



2506 



ATOM 2507 N 



CB2 MET A 321 
SER A 322 



-15.743 29.819 



28.514 
27.664 



-15.393. 



27.054 
27.129 



23.823 
22.411 



1.00 22.60 
1.06 23.34 



c 



CA SER A 322 

ATOM ^509 C SER A 322 " 



ATOM 



2508 



-15.717 



ATOM 2510 O SER A 322 



-16.576 28.391 22.222 



"16.668 29.178 23.189 



1.00 25. 6J" 
1.00 26.45 



6 A 



8 A 



ATOM 



2511 CB SER A 322 



-16.425 25.913 21.872 1.00 21.75 6 A 



ATOM 2512 OG SER A 322 



-16.494 
-1^.179 



25.900 20.454 



1.00 21.20 
1.00 24.33 



8 A 
7 A 



_o 

N 



ATOM 2513 U VAL A 323 



28.518 21.065 



ATOM 2514 CA VAL A 323 



^17.925 29.691 20.697 



1.00 25.33 
1.00 25.48 



6 A 

6 A 



C 



ATOM 
ATOM 



2515 C VAL A 323 



-19.215 



ATOM 



2516 
2517 



O VAL A 323 
CB VAL A 323 



-19,189 



29.303 
28.488 



19.971 



19.051 



-17.095 
-17.931 



30.610 
31.7^1 



19.773 
19.280 



1.00 25.68 
1.00 24.94 



8 A 



6 A 



C 



ATOM 2518 CGI VAL A 323 



1.00 24.19 
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ATOM 2519 CG2 VAL A 323 



ATOM 2b20 N ASP A 324 



■15.830 
-20.303 



31.119 20.446 



29.973 20.291 



1.00 22.60 
1.00 24.98 



n>rn M 9«>2i CA ASP A 3 24 -21.5 66 29.791 197585 
-21.493 30.457 18.210 



ATOM 2522 



ASP A 324 



1.00 27,97 
1.00 26. OT 



ATOM 2523 



ASP A 324 



-21.337 — 31.690 18.178 1.00 24.75 8 A 



ATOM 2524 CB ASP A 324 



-22.705 



30.383 
30.236 



20.42< 
19.791 



1.00 31.73 
1.00 35.81 



C 



_C 
C 



ATOM 2525 CG ASP A 324 



-24.073 



ATOM 2526 ODl ASP A 324 



ftTQM 2527 OD2 ASP A 3Z4 



-24.322 30.522 



-25.005 29.824 



18.602 
20>520 



1.00 38.21 

1.66 31. sr 



2q!72 8 17.114 i.OO 23.75" 
~" 1.00 27. 8~ 



JO 
O 



ATOM 



ATOM 



2528 
2529 



CA 



ILE A 325 
ILB A 325 



-21.707 
-21.501 



ATOM 



ATOM 



2530 
"2531 



ILE A 325 



ILE A 325 



-22.630 
-22.423 



30.365 15.802 



31.298 15.393 



32.088 14.470 



1.00 28.25 
1.00 27. 2r 



7 



"6— T 



8 A 



N 



ATOM 



CB ILE A 
CGI ILE "a 



325 
325 



-21.186 
'22.403 



29.421 14.636 1.00 27.02 
28.608 14.2^ 1.00 28.34 



ATOM 



2533 



^6 A_ 

6 A 



_C 
_C 
_C 
_N 

-£ 
_c 
_o 
_c 
_c 

C 

o 
o 

N 

c 
c 
o 

C 

o 
c 
w 
c 

C 

o 
c 

C 



ATOM 2534 



CG2 ILE A 
CDIILEA 



325 
325 



-19.979 
-22.284 



28.590 
27.786 



15.036 
12.954 



1.00 
1.00 



27.09 
28.07 



T"A" 

7 A 



ATOM 2535 



31.25 



UTOM 2536 M GLO A 



ATOM 2537 CA GLU A 



321" 
-326" 



-23.783 
-24.832 



31.241 
32.204 



16.058 iTOO 



15.663 1.00 



ATOM 



ATOM 



2538 
2539 



GLO A 326 



O 

CB 



GLU A 
GLU A 



326 
326 



-24.675 
-25-145 



33.503 16.432 1.00 



34.543 
31.662 



15.957 
15.955 



1.00 
1.00 



32.1^ 
34.83 



37.24 
42.98 



8 A 



ATOM f540 



ATOM 



ATOM 2542 



^541 CG GLU A 326 



26.229 
26.757 



30.719 14.895 1.00 



CD GLU A 
OEl GLU A 



326 
326 



-28.135 30.194 



15.260 
16.445 



1.00 
1.00 



46.37 
47.77 



6 A 



_6 A_ 

8 A 



ATOM 2543 _ 



ATOM 2544_ 



ATOM 2545 



OE2 GLU A 
N THR A 



326 



-28.539 



-28.781 



30.294 
29.685 



14.320 



327 



-23.975 33.471 17.559 



1.00 
"lT50 



ATOM 2546 



CA 
C 



THR A 
THR A 



327 
■32T 



-23.922 
-22.521 



34.643 
35.176 



18.414 
18.659 



48.72 



32.08 
31.43 



"8~A" 
7 A 



6 A 



ATOM 



2547 



1.00 
1.00 



29.04 
31.78 



ATOM 



"2548" 



O 
CB 



THR A 
THR A 



"I2T 
"32T 



-22.401 
-24.572 



36.329 
34.372 



19.064 
19.785 



1.00 



8 A 

■6~A" 



ATOM 



ATOM 



2549 
2550 



OGl THR A 
CG2 THR A 



327 
327 



-23.777 
-26.007 



33.404 
33.853 



20.474 
19.606 



1.00 



32.20 
34.23 



8 A 

"6~a" 



ATOM 255r 



1.00 



-2l!520 34!348 18.416 1.00 29.45 7 A 



ATOM 



2552 N HIS A 



ATOM 2553 



CA 
C 



HIS A 
HIS A 



328 



-20.147 
-19.829 



34.746 
34.794 



18.620_ 
20.112 



1,00 30.02 



6 A_ 

6 A 



ATOM 



2554 



328 
328 



l.QO 30.12 



ATOM 



2555 



O HIS A 
CB HIS A 



-18.742 

-19.795 



35.188 
36.074 



20.472 
17.950 



1.00 28.91 



J A^ 

6 A 



ATOM 



2556 



328 
328 



1,00 29.05 



ATOM 



■2557" 



CG HIS A 
NDl HIS A 



-19.560 
-19.973 



35.943 
36.892 



16.475 
15.571 



1.00 29.'9T 



_6 A^ 

7 A 



ATOM 



2558 



ATOM 



2559 



CD2 HIS A 
CEl HIS A 



1W 



1.00 29.37 



328 

32r 



-18.974 
-19.618 



34.953 
36.527 



15.748 
14.345 



1.00 



29.69 
29.16 



6 A 
6 A 



_C 

-£ 
Jl 
N 

;c 

JC 
_0 
C 

jc 

C 

_c 
c 

O 

o 
o 
o 



ATOM 2560 



ATOM 2561 



J«E2 HIS A 
N 



328 
329 



-19.006 
-20.752 



1.00 



35.341 
34.369 



14,427 
20.945 



1.00 29.19 



7 A 

"7~A" 



ATOM 



2562 



ATOM 



ATOM 



2563 
"25gr 



-5a 



GLU A 
GLU A 



329 



ATOM 



-256r 



C 

o 



GLU A 
GLU A 



329 

329 



-20.583 
^19.87§ 



1.00 32.17 



-20.066 
-21.927 



34.301 

"53TWr 



22.380 1.00 33.20 



31.949 
34.394 



22.771 
22.188 



1.00 32.67 



"g~A: 

"S—a" 



1.00 



30.53 
35.86 



8 A 
6 A 



ATOM 



12566 CB GLU A J29" 



23.136 1.00 



ATOM 



ATOM 



2567 
T56r 



CG AGLU A 



' CG BGLU A 



329 
329 



-22.493 35.797 .23.182 O.50" 



-22 . 260 35.850 



ATOM 2569 CD AGLU A 



ATOM 



2570 



CD BGLU A 
OEIAGLU A 



329 
329 



-21.552 



-23.727 
-20.709 



36.764 
36.212 



23.428 
23.882 



0.50 



37.30 
39.08 



6 A 



0.50 



23.395 
24.675 



0.50 
0.50 



37.73 
41.09 



6 A 



38.74 



6 A_ 

8 A 



ATOM 



ATOM 



2571 
2572 



329" 



OEIBGLU A 329 



ATOM 2573 



OE2AGLU A 
0E2BGLU A 



329 
329 



-24.039 
-21.652 



3^.314 



37.371 23.000 



37.. 973 
35.353 



23.619 
23.760 



0.50 
0.50 



41.32 8 A 



38.85 



8 A 

8 A 



ATOM 



2574 



-24.560 
-19.050 



0.50 41.76 



ATOM 2575 



ATOM 



■257T 



ATOM 
ATOM 



-25Tr 



N PRO A 
CA PRO R 
C PRO A 
O PRO A 
PRO A 



330 
330" 



33.111 



330" 
330 



-18.^07 31,955 



23.797 
24.263 



1.00 

TToo 



32,57 
33.25 



7 A 

T~a" 



-19.276 



31.035 
31.510 



25.005 
25.463 



1,00 34.47 



8 A 



_C 
_C 

_o 

_C 
_C 

_c 
_c 

^ 
_c 
_c 

JC 

-£ 
_c 
_c 
_c 

o 

N 

c 
c 
o 



2578 



-20.318 
-17.271 



1.00 
"1.00 



30.19 
33^^ 



ATOM 



2579 



CB 
CG 



330 
330 



32.558 
33.934 



25.178 
25.514 



33.94 



"g~A" 
6 A 



ATOM 



2580 



PRO A 
PRO A 



-17.692 
-18.799 



TToo 



ATOM 



2581 



CD 

N TYR A 



330 

331_ 



34.336 
29.764 



24.587 
25,119 



1.00 



6 A 

7 A 



ATOM 



2582 



-18.945 
-19.790 



1.00 35.80 



T""a" 

"6~A" 



ATOM 



2583 CA TYR A 



ATOM 



-2?8r 



TYR A 



331 



28.833 



ATOM ■ 



-258r 



O 
CB 



TYR A 
TYR A 



331 
331 



-18.862 
-17.772 



27. 690 



25.877 
26.317 



1.00 



27.609 
28,272 



25.711 
25.145 



1.00 
1.00 



39.04 
39.56 



37.60 



J A^ 

6 A 



ATOM 2586 



-20.997 



ATOM 



2587 CG TYR A 331 



-20.561 



ATOM 2588 CDl TYR A 



ATOM 2589 



CD2 TYR A 
CEl TYR A 



331 
331 



-20.626 



27.211 
25.846 



1.00 40.71 



2^.140 
24.403 



1.00 



1.00 



42.16 
41.31 



20.042 
20.209 



27.644 
24.936 



22.926 
23.458 



1.00 42. "SF 



"6~A" 



6 A 
6 A 



ATOM 2590 



ATOM 



2591 



CE2 TYR A 
CZ 



331 



-19.615 
-19.691 



25.395 



1.00 41.61 



21.970 
22.262 



1.00 41.76 



T""A- 
X"T" 



ATOM 



2592 



TYR R 
TYR A 



331 
331 



1.00 42.32 



ATOM 2593 OH 



-19,260 



ATOM 



2594 N LYS A 33^ 



-19.253 



24.521 
26.887 



21.292 1.00 41.58 8 



ATOM 



2595 CA LYS A 



ATOM 



2596 



C 
O 



LYS A 
LYS A 



332 
332 



-18.313 25.796 



-18.908 
-20.049 



24.486 
24.1^5 



27.315 
27.637 



1.00 38.80 



7 A 



1.00 39.83 



27.137 
27.419" 



1.00 



39.60 
37.65 



6 A 



ATOM 



"2597" 



332 



1.00 
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ATOM 


2598 


CB 


LYS A 332 


-17.771 


25.700 


29.028 


1.00 43.93 


6 


A 


C . 


ATOM 


2599 


CG 


LYS A 332 


-18.628 


25.586 


30.252 


1.00 46.96 


i 


A 


C . 


ATOM 


2600 


CD 


LYS A 332 


-17.811 


25.950 


31.488 


1.00 48.74 




A 


C 


ATOM 


2601 


CE 


LYS A 332 


-17,566 


27.445 


31.585 


1.00 50.61 


6 


A 


C 


ATOM 


2602 


NZ 


LYS A 332 


-16.363 


27.741 


32.419 


1.00 50.81 


7 


A 


N 


ATOM 


2603 


N 


ALA A 333 


-18.100 


23.793 


26.332 


1.00 39.48 


7 


A 


N 


ATOM 


2604 


CA 


ALA A 333 


-18.561 


22.513 


25.771 


1.00 40. «^ 


6 


A 


C 


ATOM ' 


2605 


C 


ALA A 333 


-18.245 


21.404 


26.779 


1.00 42. 5i 


6 


A 


C 


ATOM 


2664 


O 


ALA A 333 


-17.158 


21,284 


27.356 


1.00 39.92 


8 


A 


O 


ATOM 


26b7 


CB 


ALA A 333 


-17.942 


22.267 


24.406 


1.00 39.94 


6 


A 


C 


ATOM 


2608 


N 


THR A 334 


-19.268 


20.585 


2^.976 


1.00 45.60 


7 


A 


N 


ATOM 


2609 


CA 


THR A 334 


-19.192 


19.449 


27.900 


1.00 49.05 


6 


A 


C 


ATOM 


2610 


C 


THR A 334 


-20.230 


18.413 


27,457 


1.00 50.70 




A 


c 


ATOM ■ 


2611 


O 


THR A 334 


-21.310 


18.718 


26.936 


1.00 49.68 


8 


A 


0 


ATOM 


2612 


CB 


THR A 334 


-19.368 


19.911 


29.351 


1.00 49.65 


6 


A 


c 


ATOM 


2613 


OGl 


THR A 334 


-19.272 


18.822 


30.284 


1.00 50.03 


8 


A 


O 


ATOM 


2614 


CG2 


THR A 334 


. -20.719 


20.599 


29.526 


1.00 49.93 


6 


A 


c 


ATOM 


2615 


N 


VAL A 335 


-19.795 


17.158 


27.449 


1.00 51.69 


7 


A 


N 


ATOM 


2616 


CA 


VAL A 335 


-20.649 


16.057 


26.984 


1.00 54.01 


6 


A 


c 


ATOM 


2617 


c 


VAL A 335 


-20.698 


15.081 


28.155 


1.00 55.21 


6 


A 


c 


ATOM 


2618 


o 


VAL A 335 


-19. 624 


14.744 


28.661 


1.00 53.99 


8 


A 


0 


llTOM 


2619 


CB 


VAL A 335 


-20.122 


15.476 


25.672 


1.00 53.61 


6 


A 


c 


AlKJn 


2620 


CGl 


VAL A 335 


-20.878 


14 .222 


25.256 


1.00 53.76 


6 


A 


c 


ATOM 


2621 


CG2 


VAL A 335 


-20.242 


16.528 


24.5^8 


1.00 53.02 


6 


A 


c 


ATOM 


2622 


N 


GLU A 336 


-21.907 


14.773 


28.619 


1.00 57.14 


7 


A 


N 


ATOM 


2623 


CA 


GLU A 336 


-21. 994 


13.960 


29.838 


1.00 ^9.2^ 




A 


c 




2624 




GLU A 336 


-21 . 617 


12 . 509 


29.590 


1.00 59.59 


6 


A 


c 


AX \jn 


2625 


o 


OLD A 336 


-20 . 945 


11 .935 


30.452 


1.00 60.17 


8 


A 


0. 




262^ 


CB 


GLU A 336 


-23.324 


14.084 


30.553 


1.00 58.97 


"6 


A 


c 


ATOM 


26i7 


CG 


GLU A 336 


-24.597 


13.923 


29,745 


1.00 60.27 




A 


c 




2628 


CD 


GLU A 336 


-25,792 


14.304 


30.635 


1.00 59.96 


6 


A 


c 




2629 


OEl 


GLU A 336 


-26. 489 


13.384 


31.109 


1.00 59.74 


8 


A 


0 


Al wPX 


2630 


OE2 


GLU A 336 


-26.013 


15.509 


30.854 


1.00 58.69 


8 


A 


o 


ATOM 


2631 




ARG A 337 


-22.081 


11.938 


28.493 


1.00 ^9.21 


"7 


A 


N 


Al v/C* 


2632 


CA 


ARG A 337 


-21. 698 


10.581 


28.131 


1.00 S^.^l 


■■'■^ 


A 


c 




2633 


c 


ARG A 337 


-21.039 


10.584 


26.750 


1.00 56.50 


6 


A 


c 






O 


ARG A 337 


-21 .575 


10.977 


25.721 


1.00 57.91 


• 8 


A 


o 


ATOM 


2635 


CB 


ARG A 337 


-22,854 


9.601 


28.157 


1.00 62.53 


- 6'" 


A 


c 


ATOM 
Al vm 


263^ 


CG 


ARG A 337 


-23.937 


9.690 


27.126 


1.00 65.51 


6 


A 


c 


ATOM 


2637 


CD 


ARG A 337 


-25.126 


8.967 


27.307 


1.00 67.88 


6 


A 


c 


ATOM 


2638 


NE 


ARG A 337 


-25.409 


8.79.0 


28.730 


1.00 70.06 


7 


A 


N 


ATOM 


2639 


CZ 


ARG A 337 


-25.863 


9.742 


29.534 


1.00 70.83 


6 


A 


c 


ATOM 


2640 


NHl 


ARG A 337 


-26.090 


10.967 


29.075 


1.00 71.29 


7 


A 


H 


ATOM 


2641 


HH2 


ARG A 337 


-26.079 


9.481 


30.813 


1.00 71.12 


7 


A 


N 


ATOM 


2642 


N 


SSR A 338 


-19.789 


10.214 


26.753 


1.00 52.05 


7 


A 


H 


ATOM 


2643 


CA 


SER A 338 


-18-879 


10.113 


25.^26 


1.00 47.49 


■""6 


A 


C 


ATOM 


2644 


C 


SER A 338 


-18.081 


8.845 


25.939 


1.00 43,03 


6 


A 


C 


ATOM 


2645 


O 


SER A 338 


-18.127 


8.454 


27.114 


1.00 42.73 


8 


- A 


o 


ATOM 


' 2646 


CB 


SER A 338 


-17.931 


11.307 


25.569 


1.00 49.00 


. 6 


A 


c 


ATOM 


2647 


OG 


SER A 338 


-16.595 


11.022 


25.098 


1.00 49.19 


■ 8 


A 


o 


ATOM 


2648 


N 


ASP A 339 


-17.434 


8.206 


24.988 


1.00 36.69 


7 


A 


N 


ATOM 


2649 


CA 


ASP A 339 


-16.588 


7.071 


25,352 


1.00 31.66 


6 


A 


c 


ATOM 


- 2650 


c 


ASP A 339 


-15.281 


7.682 


25.828 


1.00 30.03 


6 


A 


c 


ATOM 


2651 


0 


ASP A 339 


-14.931 


8.772 


25.388 


1.00 29.40 


8 


A 


o 


ATOM 


2652 


CB 


ASP A 339 


-16.366 


6.109 


24.198 


1.00 31.57 


6 


A 


c 


ATOM 


2653 


CG 


ASP A 339 


-17.611 


5.502 


23.591 


1.00 31.39 


6 


A 


c 


ATOM 


2654 


ODl 


ASP A 339 


-18.674 


5.455 


24.229 


1.00 28.74 


8 


A 


o 


ATOM 


2655 


OD2 


ASP A 339 


-1^7.571 


5,039 


22.427 


1.00 30,73 


8 


A 


o 


ATOM 


2656 


N 


PRO A 340 


-14.611 


7.063 


26.792 


1.00 27,83 


7 


A 


N 


ATOM 


2657 


CA 


PRO A 340 


-13.353 


7.542 


27.316 


1.00 27,21 




A 


c 


ATOM 


2658 


C 


PRO A 340 


-12.215 


7.236 


26.339 


1,00 25.09 


6 


A 


c 


ATOM 


2659 


0 


PRO A 340 


-11.255 


7.957 


26.332 


1.00 24.69 


8 


A 


o 


ATOM 


2660 


CB 


PRO A 340 


-13.178 


6.752 


26.622 


1.00 27.14 


6 


A 


c 


ATOM 


2661 


CG 


PRO A 340 


-13.924 


5,496 


28.366 


1.00 27.41 


^ 


A 


c 


ATOM 


2662 


CD 


PRO A 340 


-15.068 


5.827 


27.459 


1.00 26.72 




. A 


c 


ATOM 


2663 


N 


THR A 341 


-12.378 


6.188 


25.517 


1.00 23.94 


7 


A 


H 


ATOM 


2664 


CA 


THR A 341 


-11.361 


5.799 


24.553 


1.00 23.18 




A 


c 


ATOM 


2665 


C 


THR A 341 


-11.910 


4 . 906 


23. 448 


1.00 24.39 


6 


A 


c 


ATOM 


2666 


O 


THR A 341 


-12.929 


4.267 


23.619 


1.00 23.60 


8 


A 


0 


ATOM 


2667 


CB 


THR A 341 


-10.176 


5,096 


25.223 


1.00 23.40 


6 


A 


c 


ATOM 


2668 


OGl 


THR A 341 


-9.128 


5.051 


24.223 


1.00 24.86 


8 


A 


o 


ATOM 


2669 


CG2 


: THR A 341 


-10.479 


3.694 


25.759 


1.00 22.12 


6 


A 


c 


ATOM 


2670 


N 


ALA A 342 


-11.331 


4.989 


22.239 


1.00 23.37 


7 


A 


N 


ATOM 


2671 


CA 


ALA A 342 


-11.681 


4.119 


21.124 


1.00 22.89 


^ 


A 


c 


ATOM 


2672 


C 


ALA A 342 


-10.379 


3.596 


20.508 


1.00 22.95 


6 


A 


c 


ATOM 


" 2673 


0 


ALA A 342 


-10.311 


3.207 


19.334 


1.00 22.25 


8 


A 


0 


ATOM 


2674 


CB 


ALA A 342 


-12.568 


4.861 


20.129 


1.00 21.19 


6 


A 


c 


ATOM 


■■ 2675 


N 


LEU A 343 


-9.345 


3.462 


21.345 


1.00 20.91 


7 


A 


N 


ATOM 


2676 


CA 


LEU A 343 


-8.045 


2.995 


20.872 


1.00 20.83 


6 


A 


c 



wo 2004/029239 




:T/GB2003/004104 



35/189 




wo 2004/029239 




:T/GB2003/004104 



36/189 



ATOM 


2756 


CA 


ALA A 355 . 


-3.593 


-4.043 


4.616 


1.00 19.03 


6 


A 


C 


ATOM 


2757 


C 


ALA A 355 


-4.046 


-3.518 


3.252 


1.00 17.92 


^ 


A 


C 


ATOM 


2758 


O 


ALA A 355 


-3.670 


-4.004 


2.188 


1.00 19.00 


8 


A 


0 


ATOM 


2759 


CB 


ALA A 355 


-4.671 


-4.976 


■ 5.1^^ 


1.00 16.40 


6 


A 


C 


ATOM 


2760 


N 


THR A 356 


-4.902 


-2.498 


3.231 


1.00 17.20 


7 


A 


M 


ATOM 


2761 


CA 


THR A 356 


-5.401 


-1.964 


'l.95r 


1.00 15.78 


6 


A 


C 


ATOM 


; 2762 


c 


THR A 356 


. -4.281 


-1.442 


1.056 


1.00 17.57 


6 


A 


c 


ATOM 


2763 


o 


THR A 356 


-4.310 


-1.669 


-0.167 


1.00 15.09 


8 


A 


0 


ATOM 


2764 


CB 


THR A 356 


*6.4^2 


-0.869 


2.226 


1.00 16.89 


6 


A 


c 


ATOM 


2765 


OGl 


THR A 356 


-7,55*7 


-1.452 


2.964 


1.00 16.41 


8 


A 


0 


&TAM 


2766 


CG2 


THR A 356 


-7.087 


-0.350 


0.922 


1.00 15.50 


6 


A 


c 




2767 


n 


VAL A 357. 


-3.416 


-0.586 


1.604 


1.00 17.81 


7 


A 


H 


AX wn 


2768 


CA 


VAL A 357 


-2.305 


-0.025 


0.824 


1.00 18.08 


6 


A 


c 




276^ 


c 


VAL A 357 


-1.362 . 


-1.085 


. 0.297 


1.00 17.37 


6 


A 


c 




2770 


o 


VAL A 357 


-0.863 


-1.042 


-0.841 


1.00 15.66 


8 


A 


0 




2771 


CB 


VAL A 357 


-1.549 


1.015 


1.691 


1.00 17.42 


6 


A 


c 




^ 1 t Mi 


CGl 


VAL A 357 


-0.213 


1.423 


1.055 


1.00 16.03 


6 


A 


c 


ATOM 


9775 


CG2 


VAL A 357 


-2.417 


2.26^ 


1.829 


1.00 13.89 


6 


A 


c 


ATun 




If 


LEU A 358 


-I. 10^ 


-2.119 


1.071 


1.00 17.46 


7 


A 


N 






CA 


£j w *» ^ w 


-0.243 


-3.198 


0.632 


1.00 20.74 


6 


A 


c 




2776 


Q 


LEU A 358 


-0.898 


-3.949 


-0.522 


1.00 20.15 


6 


A 


C 




£, 1 f f 


ft 


kjCa\J n ^ -mj \J 


-0. 203 


-4 .355 


-1.451 


1.00 22.19 


8 


A 


O 


ATOM 


""9*1 "7 ft 






0.038 


-4.233 


1.737 


1.00 23.37 


6 


A 


c 


ATUn 


^ i 1 ^ 


CG 


LEU A 358 


1.436 


-4.249 


2.318 


1.00 28.15 


6 


A 


c 


ATOM 


^ /oU 


\»ux 


T^prr a 35fl 


2. 539 


-4.396 


1.261 


1.00 25.21 


6 


A 


c 


ATOM 


97fll 


CD2 


liEU A 358 


1.588 


-2.936 


3.078 


1.00 26.60 


6 


A 


c 


ATOM 


97B9 


II 


AJ^2V A 359 


-2.179 


-4.264 


-0.368 


1.00 18.51 


7 


A 


H 


ATOM 


<c / o J 


CA 


AI^A A 359 


-2.875 


-4.939 


-1.451 


1.00 20.80 


6 


A 


c 


ATOM 


^ / D 4 


Q 


ALA A 359 


-2.757 


-4 ,070 


-2.711 


1.00 19.08 


6 


A 


c 


ATOM 


^ / 


r\ 
\J 


AT.A A 359 


-2. 455 


-4.608 


-3.774 


1.00 19.71 


8 


A 


0 


ATOM 


Z /OD 




AT.A A "^59 


-4 .349 


-5.207 


-1 . 140 


1.00 19.89 


■""§■■ 


A 


c 


ATOM 


4C /O / 


KI 


OXin r\ OOU 


-2. 991 


-2.757 


-2.588 


1.00 18.51 


7 


A 


N 


ATOM 


Z rOO 




/IT.M A 360 


-2.845 


-1.878 


-3.731 


1.00 15.90 


-|- 


A 


c 


ATOM 


070Q 


r> 


G1A9 A 3 60 


-1.460 


-1.956 


-4 .371 • 


1.00 17.10 




A 


c 


ATOM 






m.M A 360 


-1.371 


-1.997 


-5. 612 


1.00 13.21 


8 . 


A 


. 0 


ATOM 


0701 




GIM A 3 60 


-3. 119 


-0. 411 


-3 . 330 


1.00 17.32 


■-(^ 


A 


c 


ATOM 


07Q9 






-4 ..627 


-0.118 


-3. 149 


1.00 18.87 


6 


A" 


c 


ATOM 


^ f 9J 




RT.N A 360 


-4 . 913 


1. 293 


-2 . 691 


1.00 17.05 


6 


A 


c 


ATOM 


07QA 


OEl 


GtM A 360 


-4.490 


1.685 


-1.619 


1.00 18.85 


8 


A 


o 


ATOM 


OTOc: 


Ml? 9 


ftT.N A 3 60 


-5 .754 


2.066 


-3 .375 


1.00 15.42 


7 


A 


N 


ATOM 


07Qfi 


N 


GIiU A 361 


-0.419 


-1.953 


-3.501 


1.00 17.08 


7 


A 


N 


ATon 


OTQ7 


CA 


GIjU a 361 


0.936 


-2.011 


-4.020 


1.00 20.35 




A 


c 


ATOM 


Z / 7D 




fziAj A 3 61 


1 . 175 


-3.327 


-4.744 


l.bO 19.65 


6 


A 


c 


ATOM 




o 


GLU A 3 61 


1. 773 


-3.366 


-5.813 


1.00 19.55 


8 


A 


0 






CB 


GLU A 361 


1 . 948 


-1.757 


-2.875 


1.00 19.67 




A 


c 


AlvJin 




CG 


GLU A 361 


3.370 


-1.564 


-3.38S 


1.00 18.81 




A 


c 


ATOM 




CD 


Cl^n A 361 


3.528 


-0. 191 


-4.031 


1.00 21.12 


6 


A 


c 


ATOM 


2803 


OEl 


GLU A 361 


2.827 


0.728 


-3.558 


1.00 20.57 


8 


A 


0 




2804 


OE2 


GLU A 361 


4.272 


-0.047 


-5.019 


1.00 19.98 


8 


A 


0 


a TDM 


2805 


I) 


ILE A 362 


0.757 


-4.442 


-4.154 


1.00 15.74 


7 


A 


N 


Ai wn 


2806 


CA 


ILB A 362 


0.832 


-5.739 


-4.777 


1.00 16.60 


6 


A 


c 


Alw/n 


2807 


c 


ILE A 362 


0.122 


*5.823 


-6.132 


1.00 17,47 


6 


A 


C 


AX(/n 


2808 


0 


ILE A 362 


0.697 


-6.242 


-7.144 


1.00 17.95 


8 


A 


0 


ATun 


2809 


CB 


ILE A 362 


0.254 


-6.807 


-3.816 


1.00 18.04 


6 


A 


c 


Axun 


2810 


CGI 


ILE A 362 


1,324 


-7.694 


-2.741 


1.00 17.39 




A 


c 


ATOM 


2811 


CG2 


ILE A 362 


-0.069 


-8.107 


-4.530 


1.00 18.83 


6 


A 


c 


ATOM 


2812 


CDl 


ILE A 362 


0.672 


-7.664 


-1.481 


1.00 21.26 




A 


c 


ATC^ 


2813 


H 


LEU A 363 


-1.070 


-5.238 


-6.214 


1.00 19.01 


7 


A 


N 


ATOM 


2814 


CA 


LEU A 363 


-1.859 


-5.247 


-7.445 


1.00 18.98 


6 


A 


c 


ATOM 


2815 


c 


LEU A 363 


-1.156 


-4.471 


-8.531 


1.00 18.53 


^ 


A 


c 


ATOM 


2816 


o 


LEU A 363 


-1.240 


-4.765 


-^.111 


1.00 21.51 


8 


A 


0 


ATOM 


■ 2817 


CB 


LEU A 363 


-3.262 


-4.^10 


-^.106 


1.00 16,70 


6 


A 


c 


ATOM 


2818 


CG 


LEU A 363 


-4.075 


-5.689 


-^,243 


1.00 18.46 


^ 


A 


c 


ATOM 


2819 


CDl 


LEO A 363 


-5.484 


-5.181 


-6.020 


1.00 16.40 


6 


A 


c 


t%x\jn 


2820 


CD2 


! LEU A 363 


-4.168 


-7.077 


-6.855 


1.00 17.49 


6 


. A 


c 


ATOM 


2821 


N 


GLU A 364 


-0.417 


-3.436 


-8.143 


1.00 18.84 


7 


A 


N 


ATOM 


2822 


CA 


GLU A 364 


0.334 


-2.617 


-9.060 


1.00 17.95 


^ 


A 


c 


ATOM 


2823 


C 


GLU A 364 


1.601 


-3,305 


-9.521 


1,00 17.17 


6 


A 


c 


ATOM 


2824 


0 


GLU A 364 


1.972 


-3.245 


-10.691 


1,00 16.39 


8 


A 


0 


. ATOM 


2825 


CB 


GLU A 364 


0.768 


-1.320 


-8.273 


■ 1.00 18.23 




A 


c 


ATOM 


2826 


CG 


AGLU A 364 


1.370 


-0.331 


-9.258 


0.50 19.63 


6 


A 


c 


ATOM 


2827 


CG 


BGLU A 364 


-0.491 


-0.452 


-8.224 


0.50 21.82 


6 


A 


c 


ATOM 


2828 


CD 


AGLU A 364 


2.156 


0.819 


-8.695 


0.50 20.29 


""6 


A 


c 


ATOM 


2829 


CD 


BGLU A 364 


-0.300 


0.938 


-7.663 


0.50 22.69 


6 


A 


c 


ATOM 


2830 


OEIAGLU A 364 


2.236 


1.015 


-7.484 


0.50 19.29 


8 


A 


0 


ATOM 


2831 


OEIBGLU A 364 


0.848 


1.319 


-7.384 


0.50 21.01 


8 


A 


0 


ATOM 


2832 


0E2AGL0 A 364 


2.783 


1.598 


-9,461 


0.50 23.51 


8 


A 


o 


ATOM 


" 2833 


0E2BGLU A 364 


-1-349 


1.592 


-7.569 


0.50 22.40 


8 


A 


0 


ATOM 


2834 


. N 


LYS A 365 


2.262 


-3.999 


-8.585 


1.00 14.85 


7 


A 


N 



wo 2004/029239 




;T/GB2003/004104 



37/189 



ATOM 



ATOM 



2835 
2836 



CA 



LYS A 365 
LYS A 365. 



3>553 -4.600 
3,417 -5.B06 



>a.895 1-00 16.90 



ATOM 



O LYS A 365 



4,272 -6.032 



-9.791 
^10.652 



1,00 14.85 
1,00 16.617 



6 



c 



ATOM 



?ft:^ft CB LYS A 365 



4-364 -5.029 -7.622 1.00 13.79 



ATOM 



2839 CG LYS A 365 



ATOM 2840 CD LYS A 35^ 



5.724 
6.755 



5.665 — -8.067 1.00 16.58 6 A 



"5 .661 -6.939 1.00 17.91 6 A 



ATOM 
ATOM 



2841 
2842 



CE 
NZ 



LYS A 36^ 
LYS A_365_ 



7.912 



-6.^2^ -7.186 
8.553 



1.00 17.00 
.00 16.88 



ATOM 



ATOM 



2843 
2844 



CA 



PHE A 366 
PHE A 366 



8.501 -6.453 
440 



2_ 

2.286 



-9.490 



-6.660 

7.898 -10.244 



1.00 16.13 
1.00 17.34" 



7 



ATOM 2845 



C 
O 



PH£ A 366 
PHE A 366 



1.067 



-7.979 
-7.552 - 



11.1^6 1.00 18.94 
10^793 1. 00 21.25 



ATOM 



2846 



ATOM 



2847 



ATOM 2848 



CB 

CG 



PHE A 366- 
PHE A 3^ 



-0.034 



2.188 -9.098 -9.269 1.00 16.01 



ATOM 284 9 GDI PHE A 3*66 
ATOM 2850 CD2 



3":346 -9.149 -8.265 1.00 16.80 



8 A 



3.134 -8.729 -6.964 1.00 1ST63 



6 A 

"g~A" 



ATOM 



ATOM 



2851 
2852 



CEl 



PHE A 366 
PHE A 366 



41584 -9.588 -8.608 1.00 15.18 6 A 



CE2 PHE A 366 



4.151 
5.631 



-8.778 
-9.676 



-6.017 



ATOM 



2853 C2 PHE A 36& 



5.412 -9.263 



-7.695 
-6.386 



1.00 18.81 
1.00 1^.23" 



_6 A_ 

6 A 



1.00 19.32 



ATOM 2854 N 



ATOM 



2855 



CA 
C 



SER A 367 
SER A 367 



1.207 -8.755 -12.223 l.OO 18.59 



"g~A" 
7 A 



0.136 
-1.029 



-9.105 

-9.503 



-13.153 
-12.218 



1.00 19.53 
1.00 20. 3T 



6 A 

6 A 



_c 

-£* 
.c 

N 

C 

__c 
o 
c 
o 
w 
c 

C 

o 

C 

o 



ATOM 



2856 



SER A 367 
SER A 367 



1.00 19. iT 
1.00 18.40" 



ATOM 



2857 



O 

CB 



-0.819 - 
0.525 



10.414 
10.359 



-11.403 
-13.968 



J A_ 

6 A 



ATOM 



2858 



SER A 367 
SER A 367 



1.00 17. 9T" 
1.00 18.34 



ATOM 



2859 OG 



1.568 



ATOM 



ATOM 



2860 

Tier 



CA 



SER A 368 
SER A 368 



-2.147 



-10.073 
-8.817 



-14-873 



ATOM 



2862 C 



ATOM 2863 



O 
CB 



"SER A 3 €8" 
SER A 3^1" 



-3.219 -9.111 - 



12.345 
11.381 



-4.622 



-5.441 
-2.956 



-8.862 
-8.470 



-8.2^8 
-6.861 



11,875 
li,04^ 



1,00 18.60 
1.00 17,66 



8 A 

7 A 



A* 



-16.10^ 



1.00 16.53" 
1.00 16.96 



J A_ 

6 A 



ATOM 



2864 



SER A 355" 



ZiTOM 2865 OG SER A 368 -2.8 68 

ATOM 2866 N ASP A 369 -479501 



ATOM 



2867 



ATOM 2868 



CA 

C 



ASP A 369 
ASP A 369" 



-6.335 



-9.196 
-^.130 



10.428 1.00 18.08 8 a" 



-13.132 1.00 le.zF 



-7,135 -10,252 



-13.594 
-12.917 



1,00 19.51 
1.00 19, 4^ 



ATOM 2869 



O 
CB 



ASP A 369 
ASP A 369 



-8.340 
-6.429 



-10.123 
-9.241 



-12 .664 



1.00 21.56 
1.00 20.96 



6 A 



"8~A" 
"6~A" 



_C 

_o 
c 

_o 

O 



ATOM 



2870 



ATOM 2871 



ATOM 



2872 



CG 
ODl 



ASP A 369 
ASP A 369 



-6.094 
-6.193 



-15.119 



-7.990 -15.908 1.00 23. 6^" 



-6.860 -15.349 1.00 24.47 



8 A 



ATOM 



2873 



OD2 
N 



ASP A 369 
ASN A 370 



-5.781 
-6,505 



-8.046 
-11.400 



-17,115 
-12.570 



1.00 20.91 
1,00 17,84 



_8 A_ 

7 A 



ATOM 



2874 



1,00 17.65 
1,00 17.24 



T^A 
"6— A" 



ATQM 2875 CA ASH A 370 



-7.230 -12.464 



ATOM 



ASN A 370 



-6.332 
-5.113 



-13.087 
-12.938 



-11.890 
-iO.827 



JC 

o 



ATOM 



2877 



ASH A 370 



-10.859 1.00 17."36" 



ATOM 2878 



ATOM 



2879 



CB 
CG 



ASH A 370 
ASN A 370 



-7.714 
-6.525 



-13.537 



14.114 
-14.9-^7 



-12.924 
-13.683 



1.00 17.23 



1.00 17. sT 
1.00 19.43 



6 A_ 

6 A 



ATOM 2880 ODl 



ATOM 2861 ND2 



ASN A 370 
ASN A 370" 



-^.758 
-6.308 



-13.252 



13.623 -14.911 1,00 16,59 7 



8 A 



ATOM 



2882 



ATOM 



2883 



H 

CA 



LEO A 371 

LEO A 371 



-6.910 -13.776 -9.875 



ATOM 2884 



C LEO A 371 



-6.124 
-5.069 



-14.322 -8.767 



1.00 17.20 
1.00 20.10 



7 A 

T""a" 



ATOM 



2885 



ATOM 



2886 



O 
CB 



LEO A 371 



-3.959 



-15.330 
-15.406 



-9.203 1.00 19.94 6 A 



-8.619 1.00 19.12 



LEO A 371 
LEO A 371 



-7.012 
-6.258 



-14.974 
-15.4 68 



-7.710 
-6.447 



1.00 19.51 
1.00 20. SF 



J A_ 

6 A 



6 A 



_o 

_C 

_c 
_c 

N 
C 

c 
o 
c 
"c 
c 

O 

o 

N 
C 
C 
O 

c 
c 

o 
o 

N 

c 
c 

O 

""c 
c 



ATOM 



2887 



CG 
CDl 



-5.694 
-^.541 



ATOM 



2888 



LEO A 371 
LEO A 371 



-5.561 
-7.245 



-14.338 
-16.180" 



1.00 18.66 
1.00 21.01 



ATOM 



2889CD2 



ATOM 2890 



N _ 
CA 



GLO A 372 
GLU A 372 



-5.472 
-4.541 



-16.177 
-17.222 



10.159 
-10>586 



1.00 19.65" 
1.00 19. aT" 



6 A 



7 A 



ATOM 2891 



-11.114 
-10.724 



1.00 18.60 
1.00 20.28 



ATOM 



2892 



C 

o 



GLU A 372 
GLO A 372" 



-3.240 
-2.141 



-16.650 
-17,088 



J A_ 

8 A 



ATOM 



2893 



ATOM 



ATOM 



2894 
2895 



CB 



ATOM 



2896 



CG 



GLD A 372 
GLO A 372 



'-5.228 -18,099 -11,655 



CD 
OEl 



GLO A 372 
GLO A 372 



-4.397 
-5.02* 



-19.367 
-20.257 



-11.907 
-12.962 



1.00 21.84" 
1.00 23.66" 



6 A 



:6 A 



1.00 27.56 
1.00 26.77 



_6 A_ 

8 A 



ATOM 2697 



-5.306 
-5.158 



-19.837 
-21.463 



-14.104 
-12.678 



1.00 30.10" 



ATOM 2898 OE2 



ATOM 



ATOM 



2899 
2900 



N 



GLO A 372 
GLO A 37*3" 



CA 

C 



GLD A 375" 
GLO A 373 



-3.297 



-2.085 
-1.335 



-15.631 
-15.066 



-11.960 
-12.546 



1.00 18.14 
1.00 20.99" 



8 A 



7 A 

"S~A" 



8 A 



ATOM 



2901 



-14.312 -11.459 1.00 19.27" 



ATOM 



2902 



ATOM 2903 



O 
CB 



GLO A 375" 
GLO A 373 



-0.114 -14.262 -11.520 1.00 21. 3l" 



-2.291 
-3.065 



-14.202 
-12.900 



-13.816 
-13.568 



1.00 20.48 
1.00 18.83 



6 A 
6 A 



ATOM 2904 



CG 
CD 



GLO A 373 
GLO A 373 



-3.452 -12.180 -14.860 1,00 21.76 6 A 



ATOM 



2905 



ATOM 2906 



ATOM 



2907 



OEl 
OE2 



GLU A 373 



ATOM 2908 



_N 

CA 



GLU A 373 
LEU A 374 



-3.741 -12.826 



-3.476 



-2.064 
-1,421 



-10.932 
-13.656 



-15.907 
-14.895 



1.00 19. If 
1.00 20.7? 



-10.550 
-9.447 



1.00 18.64 
1.00 18.71 



8 A 

"LA" 



"7~A" 

6 A 



ATOM 2909 



LEO A 374 



-12.947 



ATOM 



2910 



C 
O 



LED A 374 
LED A 374 



-0.577 
0.542 



-13.914 
-13.652 



-8.628 
-8.225 



1.00 17,77 
1.00 18.05 



_6 A_ 

8 A 



ATOM 



2911 



"6~A" 



ATOM 



2912 



CB 
CG 



LEU A 374 
LEO A 374 



-2.433 
-1.991 



-12.257 
-11.641 



-8.513 
-7.195 



1.00 17. "28" 
1.00 17. TF 



ATOM 



2913' 



wo 2004/029239 



:T/GB2003/004104 



38/189 



ATOM 
ATOM 



2914 
2915 



CDl LEO A 374 
CD2 LEO A 374 



-0.840 -10.675 
-3,181 -10.917 



-7.448 
"-6.527" 



1.00 19.22 
1.00 17.0^ 



6 A 



ATOM 2916 N LYS A 375 



-l!22S -15-006 -8.197 l.QO 2171^ 



ATOM 



2917 • CA LYS A 375 



n .^^^ -15.997 -7.3/2 1.00 20.79 6 A 



&TQM 2918 C LYS A 375 



ATOM 



2919 O 



LYS A 375 



(^.17?. -16.467 -8.083 



l.^ni -16.626 -7.^93 



1.00 18.90 
1.00 18.51 



6 A 



8 A 



ATOM 



2920 CB LYS A 375 



t!433 -17!l88 -7.046 l.OQ 21.51 T~A 



ATOM 



2921 CG 



ATOM 



2922 CD 



LYS A 375 
LYS A 375 



-2.501 -16.904 -6.004 
-3.551 -17.961 -^TjOl 



1.00 23.41 



1.00 26.63 



ATOM 



2923 CE LYS A 375 



2!972 -19!352 -5.610 1.00 30.36 6 A 



ATOM_ 



2924 HZ LYS A 375 



>4.057 
0.571 - 



>2 Q.381 -5.468 
16.785 -9.34T 



1.00 35.04 



7 A, 

"t—a" 



C 

"c 



_N 

JC 

__o 

c 
c 

-£ 
o 

H 
N 
C 

c 

O 

c 

N 

c 
c 

O 

c 
c 
c 
w 
c 
c 
o 
c 

N 

c 

c 

o 

c 

c 

~ 

c 

N 

N 

C 

C 

o 

c 

c 

N 

c 

c 

N 



ATOM 2925 N GLN A 376 



1.00 20.31 



ATOM 2926 CA GLN A 376 



1.685 - 



17.287 -10.157 
16.272 -10.173 



1.00 21.47 



6 A 
6 A 



ATOM 



2927 C 



ATOM 2928 O 



GLN A 376 
GLN A 37"1" 



2.814 - 



1.00 20.09 



ATOM 



2929 CB GLN A 376 



3.986 
1.248 



16.633 -10.036 1.00 19.32 8 A 



-17.703 - 
-19.028 



11.560 
11.606 



1.00 24.80 
1.00 29.09 



_6 A_ 

6 A 



ATOM 



2930 CG GLN A 376 



0.510 



ATOM 2931 



ATOM 



2932 



CD GLN A 376 
OEl GLN A 376 



313 -19.356 ■12.841" 



-0.660 - 



18.453 -13.623 

20.622 -12 . 902 1 . 0 0 29.71 



1.00 32.19" 
1.0b 32.72 



"6~A" 



ATOM 



2933 NE2 GLN A 376 



ATOM 2934 N ALA A 377 



■0.756 
2.490 



ATOM 



ATOM 



-295^ 
■293? 



CA ALA A 377 



3.507 - 



15.001 -1 0.418 1. 00 18.51 7 A 
13.972 



ALA A 377 



4.228 



-13.821 
-13.550 



-10.474 
-9.132 



1.00 16.62 



6 A 



1.00 17.64 
1.00 17.58" 



6 A 
8 A 



ATOM 



2937 



ATOM 2938 



O ALA. A 377 
CB ALA A 377 



5.437 



-9.092 



ATOM 2939 N VAL A 378 



2.887 
3.455 



-12.616 -10.866 



ATOM 2940 CA VAL A 378 



4.068 
4.992 



-13.844 
-13.662 



-8.046 



-6.706 



1.00 15.75 
1.00 18.23. 



"6~a" 



1.00 1^.82 
1.00 18 ."0?" 



7 A 

"g~A" 



ATOM 



2941 C VAL A 378 



-14.832 -6.429 



ATOM 2942 O VAL A 378 



6.110 
3.055 



-14.638 
-13.425 



-5.948 



1.00 16.85 
1,00 18.66 



ATOM 2943 CB VAL A 378 



-5.578 



ATOM 2944 CGI VAL A 378 



ATOM 2945- CG2 VAL A 378 



:^.747 
2.385 



-13.401 
-12.045 



-4.199 1.00 14.98 6 A 



-5.767 



ATOM 294 6 N ALA A 379 



ATOM 2947 CA ALA A 379 



4.563 
5.394 



-16.026 
-17.218 



-6.805 



1.00 18.58 
1.00 19.31 



6 A 



-6.576 
-7.346 



1.00 21. gr 

1.00 22.71" 



_2 

6 A 



ATOM 2948 C 



ALA A 379 



6.707 



17.141 
-17.458 



-6.788 



1.00 21.36 
1.06 21.01 



_6 A^ 

8 A 



ATOM 2949 O ALA A 379 



ATOM 



2950 CB AIA A 379 



7.774 
4.690 



-18.529 
-16.718 



-6.914 
-8.591 



1.00 20.06" 
1.00 21.64 



6 A^ 

7 A 



ATOM. 2951 N LYS A 380" 



6.611 



ATOM 2952 CA LYS A 380 



7;770 -16.591 -9.448 



6 A 



ATOM 



2953 C LYS A 380 



ATOM 



2954 



ATOM 2955 



O LYS A 380 
CB LYS A 380 



8.748 
9.965 



-15.546 -8.888 1.00 21.74 6 A 



7.299 



-15.723 
-16.201 



-8.971 



-10.862 
-11.836 



1.00 20.98 
1.00 24. TF" 



8 



_6 A^ 

6 A 



ATOM 2956 CG LYS A 380 



8.479 



-16.135 
16.109 



1.00 28.56 
1,00 31.03 



ATOM 



2957 CD LYS A 380 



8.021 



ATOM 



2958 CE LYS A 380 



8.164 



ATOM 2959 NZ LYS A 380 



9.501 



-14.7^^ 
-14.130 



-13.302 
-13.891 



1.00 34 ,05 



- 14.152 
■8.380 



1.00 29.85 



_6 A^ 

7 A 



ATOM 



2960 



HIS A 381 



6.160 



14.450 
-13.369 



1.00 20.29 



7 A 

"6— A" 



ATOM 



2961 CA HIS A 381 



8.944 



"^7.818 1.00 19.08" 



ATCM4 



2962 



HIS A 381 



9.614 
10.787 



-13.836 
-13.551 



-6.529 
-6.368 



1.00 19.25 
1.00 18.33 



6 A 
8 A 



ATOM 2963 O HIS A 381 



8!o75 -12.120 -7.630 1.00 18.82 



ATOM 



2964 CB HIS A 381 



ATOM 



ATOM 



2965 
2966 



CG HIS A 381 



8.823 -11.032 -6.900 



ATOM 



2967 



NDl HIS A 381 
CD2 HIS A 381 



9.706 
8.881 



-10.261 
■10.623 



-7.585 



1.00 17.43 
1.00 IB.'^i" 



6 A 



5.616 1.00 16.83 



7 A 



ATOM 2968 CEl HIS A 381 



l6'.29^ -9!418 -6.742 l.OQ 17.71 6 A 



ATOM 



ATOM 



2969 
-29W 



NE2 HIS A 381 



N 



ARGA382 



9.813 
8.952 



-9-622 -5.536 1.00 17.81 7 A 



14,565 
-15.101 



-5.622 
-4.43^ 



1.00 19.23 



_7 A_ 

6 A 



ATOM 



2971 CA ARG A 382 



"97634 



1.00 19.97 



ATOM 



2972 



ARG A 382 



10.739 -16.084 -4.837 1.00 19.87 



ATOM 



2973 



ARG A 382 



11.776 -16.143 



-4.152 
-3.496 



1.00 22.46" 



"6A 



_c 

_c 
c 
"c 



ATOM 2974 CB ARG A 382" 



8.636 -15.780 



ATOM 2975 CG ARG A 382 



ATOM 



2976 CD ARG A 382 



7.670 
^.^70 



-14.^791 -2.832 



1.00 21.74 
1.00 22.05 



15.485 
-14.5^:^ 



2.045 1.00 22.82 



6 A 
"6^ 



"8~A" 



ATOM 2977 NE ARG A 382 



6.014 



-1.071 



ATOM 2978 CZ ARG A 382 



4.753 -14.598 -0.698 



1.00 21.91" 
1.00 23.26" 



6 A 

7 A 



_C 
JN 
_N 
_N 
^ 

_o 

_C 

JC 
_0 

JO 

_N 

_c 
_c 
o 



ATOM 2979 NHl ARG A 382 



4 . 293 -13.718 0.179 



1.00 19.74 
1.00 23.26" 



ATOM 



2980 NH2 ARG A 382 



ATOM 
ATOM 



2981 



2982 



^ ASP A 383 
CA ASP A 383 



3.986 
10.556 



-15.553 -1.250 



-16.882 -5.865 1.00 16.18 



11.628 -17.807 -6.302 



ATOM 2983 C ASP A 383 



12.845 -17.028 -6.803 



1.00 20.02 
1.00 20.87 



7 A 



ATOM 2984 O ASP A 383 



13.991 -17.288 -6.423 1.00 21.98 



"6""a" 
"8— A" 



ATOM 



2985 CB ASP A 383 



11.054 



ATOM 



2986 CG ASP A 383 



12.144 



-18.767 
-19.55^ 



-7.322 1.00 21.40 6 A 



-g.042 1.00 24.68 6 A 



ATOM 2987 ODl ASP A 383 



12.763 -20.448 -7.479 1.00 23.00 



_B A_ 

8 A 



ATOM 2988 0D2 ASP A 383 



12.421 -19.292 -9>225 1>00 28.37 



ATOM 2989 N TYR A 384 



12. 635 



-I5i.911 -7.525 1.00 18.82 7 A 



ATOM 2990 CA TYR A 384 



13.721 -15.090 -8.032 1.00 20.46 6 A 



ATOM 



""2991 C TYR A 384 



14.471 
15.712 



'14.487 
-14.439 



-6.843 



i.OO 20. 3T 
1.00 22. 2r 



6 A 
8 A 



ATOM 2992 O TYR A 384^ 



wo 2004/029239 



:T/GB2003/004104 



39/189 




wo 2004/029239 




:T/GB2003/004104 



40/189 



ATCM 


3073 


0 


LEU B 


4 


10.654 


16.445 - 


12.242 


1.00 17.31 


8 


B 


0 . 


ATOM 


3074 


CB 


LEU B 


4 


8.782 


14.151 - 


13.229 


1.00 17.71. 


6 


B 


C- 


ATOM 


3075 


CG 


LEU B 


4 


7.498 


13.364 - 


13.509 


1.00 18.39 


6 


B 


C 


ATOM 


3076 


CDl 


LEU B 


4 


7.569 


12.807 - 


14.932 


1.00 17.07 




B 


C 


ATOM 


3077 


CD2 


LEU B 


4 


7,318 


12.243 - 


12.470 


1:00 14.95 




B 


C 


ATOM 


3078 


N 


THR B 


5 


11.665 


14.652 - 


10.945 


1.00 17.38 


1 


B 


N 


ATOM 


3079 


CA 


THR B 


5 


12.515 


14.953 - 


10.814 


1,00 17.18 


6 


B 


C 


ATOM 


3080 


C 


THR B 


5 


13.291 


13.643 -11.518 


1.00 17.22 


6 


B 


C 


ATOM 


3081 


O 


THR B 


5 


12.819 


12.703 - 


11.592 


1.00 16.22 


8 


B 


0 


ATOM 


■30d2 


CB 


THR B 


5 


13.051 


15.044 


-9.374 


1.00 18.12 


6 


B 


C 


ATOM 


3083 


OGl 


THR B 


5 • 


12.931 


13.764 


-8.726 


1.00 15.90 


8 


B 


O 


ATOM 


3084 


CG2 


THR B 


5 


12.267 


16.048 


-8.556 


1.00 15.67 


^ 


B 


c 


ATOM 


3085 


H 


ALA B 


6 


14.484 


14.140 - 


-12.025 


1.00 15.66 


7 


B 


N 


ATOM 


3086 


CA 


ALA B 


6 


15.221 


13.122 - 


-12.761 


1.00 16.95 


6 


B 


c 


ATOM 


3087 


C 


ALA B 


6 


16.724 


13.404 r 


•12.653 


1.00 17.24 


6 


B 


c 


ATOM 


3088 


0 


ALA B 


6 


17.145 


14.523 - 


-12.329 


1.00 18.53 


8 


B 


0 


ATOM 


3089 


CB 


ALA B 


6 


- 14.748 


13.169 -14.215 


1.00 14.53 


6 


B 


c 


ATOM 


3090 


H 


GLY B 


7 


17.504 


12.342 - 


"12 . 825 


1.00 18.02 


7 


B 


N 


ATOM 


3091 


CA 


GLY B 


7 ■ 


18.944 


12.556 - 


-12 . 718 


1.00 19.95 


6 


B 


c 


ATOM 


3092 


c 


GLY B 


7 


19.596 


11.557 • 


-11 . 781 


1.00 21.11 


6 


b' 


c 


ATOM 


3093 


0 


GLY B 


7 


18.956 


11.024 - 


-10 . 874 


1.00 18.48 


6 


B 


0 


ATOM 


3094 


K 


GLU B 


8" 


20.863 


11.271 ' 


-12 . 077 


1.00 21.31 


7 


B 


N 


ATOM 


3095 


CA 


GLU B 


8 


21.650 


10.367 ■ 


-11 .234 


1.00 21.77 


6 


B 


C 


ATOM 


3096 


C 


GLU . B 


8 


22.707 


11. 174 


-10 .510 


1.00 21.87 


6 


B 


c 


ATOM 


3097 


o 


GLU B 


8 


23.128 


12.224 ■ 


-10.985 


1.00 22.06 


8 


B 


0 


ATOM 


3098 


CB 


GLU B 


8 


22.378 


9.266 


-12 . 002 


1.00 21.89 


6 


B 


c 


KTOti 


3099 


CG 


GLU B 


8 


21.552 


8.133 


-12 . 523 


1.00 23.64 


6 


B 


c 


ATOM 


3100 


CD 


GLU B 


8 


20.423 


8. 556 


-13 . 4 65 


1.00 23.77 


6 


fi 


c 


ATOM 


* 3101 


OEl 


GLU B 


^ 


20.742 


9. 309-. 


-14 . 398 


1.00 25.68 


8 


B 


0 


ATW 


3102 


OE2 


GLU B 


8 


19.256 


8 . 163 


-13 . 249 


1,00 21.58 


8 


B 


0 


ATOM 


3103 


N 


SER B 


9 


23.124 


10 . 716 


—9. 34o 


1.00 22,14 


7 


B 


N 


ATOM 


3104 


CA 


SER B 


9 


24.078 


11. 417 


—8 . 538 


1.00 22.04 


6 


B 


c 


ATOM 


3105 


c 


SER B 


9 


25.351 


11. 783 


—9 • 320 


1.00 22.04 


6. 


B 


c 


ATOM 


3106 


o 


SER B 


9 


2^.d3^ 


12 • 909 




1.00 17.76 


8 


B 


0 


ATOM 


3107 


CB 


SER B 


9 


24.516 


10 . 536 


"a o c 


1.00 22.19 


6 


B 


c 


AT^l 


3108 


OG 


SER B 


9 


25.449 


11 . 372 


— O . 


1.00 24.99 


8 


fi 


o 


ATCn4 


3109 


M 


HIS B 


10 


25.864 


10 .819 


— xu . u / o 


1.00 20.38 


7 


B- 




ATOM 


3110 


CA 


HIS B 


10 


27.081 


11 f\At\ 
1.1 • VJ4 U 


^1 ft ff^Q 
— Xv .00 7 


1.00 21.73 


6 


B 


C 


ATOM 


3111 


c 


HIS B 


10 


26.833 


11 1 t\o 


— XZ . J V J 


1.00 22.10 


6 


B 


C 


ATOM • 


3112 


o 


HIS B 


10 


27.777 


lU . ^J. / 


— X J . uoo 


1.00 21.67 


8 


B 


0 


ATOM 


3113 


CB 


HIS B 


10 


28.140 




—10 . 526 


1.00 22.61 


6 


B 


C 


ATOM 


3114 


CG 


HIS B 


10 


28.358 






1.00 ii.^i 


i 


B 


C 


ATOM 


3115 


NOl 


HIS B 


10 


28.001 


8.811 


-8 . 252 


. 1.00 22.93 


1 


B 


N 


ATOM 


3116 


CD2 


HIS B 


10 


28.803 


10.835 


-8 . 170 


1.00 23.22 


^ 


fi 


C 


ATOM 


3117 


CEl 


HIS B 


10 


28.277 


9 . 095 


-6. 969 


1.00 23.44 


6 


B 


C 


ATOM 


3118 


NE2 


HIS B 


10 


28.747 


10 . 325 


-6. 912 


1.00 21.85 


7 


B 


N 


ATOM 


3119 




GLY B 


11 


25.602 


11 . 372 


-12 . 756 


1.00 21.00 


7 


B 


N 


ATOM 


3120 


CA 


GLY B 


11 


25.280 


11 . 593 


-14 . 178 


1.00 18.78 


6 


B 


C 


ATOM 


3121 


C 


GLY B 


11 


25.579 


13.050 


-14 . 498 


1.00 19.86 


6 


B 


C 


ATOM 


3122 


O 


GLY B 


11 


25.991 


13.796 


-13.609 


1.00 20.60 


8 


B 


O 


ATOM 


3123 


N 


PRO B 


12 


25.296 


13.481 


-15.72^ 


1.00 21,22 


7 


B 


N 


ATOM 


3124 


CA 


PRO B 


12 


25.658 


14.829 


-16.159 


1.00 21.67 


6 


B 


C 


ATOM 


' 3125" 


C 


PRO B 


12 


24.953 


15.947 


-15.462 


1.00 20.49 


6 


B 


C 


ATOM 


3126 


O 


PRO B 


12 


25.434 


17.052 


-15.211 


1,00 19,91 


8 


B 


0 


ATOM 


3127 


CB 


PRO B 


12 


25.365 


14.821 


-17.664 


1.00 22.05 


6 


B 


c 


ATOM 


3126 


CG 


PRO B 


12 


24.683 


13.559 


-18.000 


1.00 23.09 


6 


B 


c 


ATOM 


3129 


CD 


PRO B 


12 


24.953 


12.604 


-16.857 


1.00 21.81 


6 


B 


c 


ATOM 


3130 


N 


ARG B 


li 


23.623 


15.699 


-15.197 


1.00 21.19 


7 


B 


N 


ATOM 


■■ 3131" 


CA 


ARG B 


13 


22.888 


1^.766 


--14.547 


1.00 21.11 


6 


B 


c 


ATOM 


3132 


C 


ARG B 


13 


21.549 


1^.2^0 


-13.993 


1.00 17.02 


6 


B 


c 


ATOM 


3133 


O 


ARG B 


13 


21,159 


15.140 


-14.300 


1.00 17.24 


8 


B 


0 


ATOM 


3134 


CB 


ARG B 


13 


22.647 


18.001 


-15.428 


1.00 24.65 


6 


B 


c 


ATOM 


3135 


CG 


ARG B 


13 


21.858 


17.930 


-16.658 


1.00 27.33 


6 


B 


c 


ATOM 


3136 


CD 


ARG B 


13 


21.083 


19.190 


-17.100 


1.00 25.81 


6 


B 


c 


ATOM 


3137 


NE 


ARG B 


13 


19.800 


18.714 


-17.602 


1.00 22.80 


7 


B 


N 


ATOM 


3138 


C2 


ARG B 


13 


19.438 


18.583 


-18.879 


1.00 23,92 


6 


B 


c 


ATOM 


3139 


NHl ARG B 


13 


20.210 


18.942 


-19.898 


1.00 18.89 


7 


B 


N 


ATOM 


3140 


NH2 ARG fi 


13 


18.240 


18.092 


-i9.xii 


1 QO 21 33 


7 


B 




ATOM 


3141 


N 


LEU B 


14 


20.991 


17.085 


-13.151 


1.60 14.63 


7 


B 


H 


ATOM 


3142 


CA 


LEU B 


14 


19.667 


16.786 


-12.591 


1.00 14.57 


6 


B 


C 


ATOM 


3143 


C 


LEU B 


14- 


18.666 


17. 674 


-13.360 


1.00 18.34 


6 


B 


C 


ATOM 


3144 


O 


LEU B 


14 


19.116 


18.775 


-13.751 


1.00 17.48 


8 


B 


O 


ATOM 


3145 


CB 


LEU B 


1~" 


19.637 


17.165 


-11.120 


1.00 15.03 


• 6 


B 


c 


ATOM 


3146 


CG 


LEU B 


14 


20.835 


16.614 


-10.285 


1.00 15.81 


6 


B 


c 


ATOM 


3147 


CDl LEO fi 


14 


20.668 


17.168 


-8.870 


1.00 15.61 


6 


B 


c 


ATOM 


3148 


CD2 LEU B 


14 


20.893 


15.098 


-10.349 


1.00 12.36 


6 


B 


c 


ATOM 


3149 


N 


THR B 


15 


17.427 


17.258 


-13.444 


1.00 17-17 


7 


B" 


N 


ATOM 


" 3150 


CA 


THR B 


15 


16.393 


17.995 


-14.149 


1.00 16.59 


— s 


B 


c 


ATOM 


- ^ISX 


C 


THR B 


15 


15.057 


17.831 


-1:3.391 


1.00 18.11 


6 


B 


c 



wo 2004/029239 




:T/GB2003/004104 



41/189 



ATOM 



3152 O THR B 15 



14.799 
TITTT? 



16.821 
17.423 



-12.716 

-15.567' 



1>00 16.67 
1.00 18.18 



C 



ATOM 



3153 CB THR B 15 



ATOM 



ATOM 



3154 

"3i5r 



OGl THR B 15 



i-^!4Q8 17!414 -16.242 1>00 17.46 8 B 



CG2 THR B 15 



ATOM 3156 N AlA B 16 



15.214 
14.242 



1ft 9Q4 -16.431 1.00 17.30 



ATOM 



ATOM 



3157 
"315? 



CA AIA B 16 



ALA B 16 



12.903 
11.961 



18.8^6 -13.468 
19.765 -12.891 



1.00 19. 
1.00 20. 



48 
48 



C 



c 



19.525 -13.879 1.00 20.05 



ATOM 3159 O ALA B 16 
ATOM 3160 CB ALA B 16 



12-405 20.502 -14.461 1.0.0 19.68 8 B 



12.722 



19.278 -11.504 
18.98^ -14.032 



1,00 21.17" 
1.00 16.39" 
1.00 15. 9T" 



6 




wo 2004/029239 




;T/GB2003/004104 



42/189 



ATOM 


3231 


C 


LEU B 


27 


11.784 


34.170 - 


•11.091 


1.00 19.86 


6 


B 


C 


ATOM 


3232 


O 


LEU B 


27 


11.828 


34.366 - 


■12.293 


1.00 17.47 


8 


B 


o 


ATOM 


3233 


CR 


LEU B 


27 


9.817 


32.^39 - 


■11.008 


1.00 19.22 


6 


B 


C 


ATOM 


3234 


CG 


LEO B 


27 


10.518 


31.347 - 


•10,592 


1.00 21.52 


6 


B 


C 


ATOM 


3235 


CDl 


LEU B 


27 


10.461 


31.115 


-9,099 


1.00 23.19 


6 


B 


C 


ATOM 


3236 


CD2 


LEU B 


27 


9.826 


i30.l77 ■ 


■11.313 


1^00 22.27 


6 


B 


C 


ATOM 


3237 


N 


THR B 


28 


12.845 


34.091 • 


-10.299 


1.00 20.72 


7 


B 


N 


ATOM 


3238 


CA 


THR B 


28 


14.171 


34.227 ■ 


-10.89^ 


l.QO 24.02 




B 


C 


ATOM 


3239 


C 


THR B 


28 


15.046 


33.053 - 


-10.467 


1.00 23.55 




B 


c 


ATOM 


3240 


0 


THR B 


28 


14.707 


32.307 


-9.552 


1.00 21.14 


8 


B 


o 


ATOM 


3241 


CB 


THR B 


28 


14.830 


35.511 ' 


-10.334 


1.00 24.66 


6 


fi 


c 


ATOM 


3242 


OGl 


THR B 


28 


14.832 


35.282 


-8.943 


1.00 24.84 


. 8 


B 


0 


ATOM 


3243 


CG2 


THR B 


28 


14.008 


36.769 • 


-10.610 


1.00 25.64 




B 


c 


ATOM 


3244 


N 


ALA B 


29 


16.189 


32.929 • 


-11-102 


1.00 23.97 


7 


B 


N 


ATOM 


3245 


CA 


ALA B 


29 


17.148 


31.904 - 


-10.721 


1.00 24.76 




B 


C 


ATOM 


3246 


C 


ALA B 


29 


17.603 


32.101 


-9.256 


1.00 23.48 




B 


C 


ATOM 


3247 


0 


ALA B 


29 


17.800 


31,117 


-8.539 


1.00 20.62 


8 


B 


o 


ATOM 


3248 


CB 


ALA B 


29 


18.358 


32.025 


-11.654 


1.00 22.25 


6 


B 


c 


ATOM 


3249 


N . . 


GLU B 


30 


17.768 


33.325 


-8.783 


1.00 22.06 




B 


N 


ATOM 


3250 


CA 


GLU B 


30 


18.121 


33.562 


-7.388 


1.00 24.81 


6 


B 


C 


ATOM 


3251 


C 


GLU B 


30 


17.055 


33.080 


-6.418 


1.00 24.22 


6 


B 


C 


ATOM 


3252 


0 


GLU B 


30 


17.393 


32.586 


-5.350 


1.00 22.36 


8 


B 


o 


ATOM 


3253 


CB 


GLU B 


30 


18.411 


35.061 


-7.128 


1.00 29.15 


6 


B 


c 


ATOM 


3254 


CG 


GLU B 


30 


18. 673 


35.346 


-5.647 


1.00 31.82 


6 


B 


c 


ATOM 


3255 


CD 


GLU B 


30 


19.884 


34.672 


-5.048 


1.00 34.97 




B 


c 


ATOM 


3256 


OEl 


GLU B 


30 


20. 624 


33.923 


-^.729 


1.00 33.49 




B 


0 


ATOM • 


32^V 


OE2 GLD B 


^0 


20. 181 


34.899 


-3.834 


1,00 37.24 


8 


B 


o 


ATOM 


3258 


N 


ASP B 


31 


15.771 


33.125 


-6.782 


1.00 23,92 


7"" 


B 


N 


ATOM 


3259 


CA 


ASP B 


31 


14 .738 


32.595 


-5.875 


1.00 24.04 


.„,^„ 


B 


c 


■ATOM 


3260 


C 


ASP B 


3i 


15.057 


31.114 


-5,617 


1.00 24.63 


6 


B 


c 


ATOM 


■'32^1 


O 


ASP B 


31 


14.883 


30.596 


-4.507 


1.00 27.47 


8 


B 


o 


ATOM 


3262 


CB 


ASP B 


31 


13.362 


32.703 


-6.540 


1.00 22.33 


6 


B 


c 


ri 1 \jn 


32^3 


CG 


ASP B 


31 


12.849 


34.123 


-6.^97 


1.00 23.58 


6 


B 


c 


filv/n 


3264 


ODl 


ASP B 


31 


13.120 


35.006 




1.00 24.36 


8 


B 


o 


ATOM 


3265 


0D2 


ASP B 


31 


12.138 


34.403 




i.o6 23.1b 




B 


o 






H 


ILE B 


32 


15.559 


30.425 


-6.649 


1.00 21.92 


7 


fi 


N 


nxwn 


3267 


CA 


ILE B 


32 


15.880 


29.011 


-6.456 


1.00 20.54 


6 


B 


c 


ATOM 


3268 


C 


ILE B 


32 


17.202 


28.797 


-5.741 


1.00 20.96 


■ 6" 


B 


c 


ATOM 


3269 


0 


ILE B 


32 


17.320 


27.951 


-4.842 


1.00 19.51 


8 


B 


o 


a TOM 


3270 


CB 


ILE B 


32 


15.989 


28.286 


-7.811 


1.00 20.30 


6 


B 


c 


ATOM 


3271 


• CGI 


ILE B 


32 


14.838 


28.586 


-8.758 


1.00 20.51 


6 


B 


c 


ATOM 


3272 


CG2 


ILE B 


32 


16.182 


26.782 


-7.570 


1.00 20.33 


6 


B 


c 


ATOM 


3273 


CDl 


ILE B 


32 


13.467 


28.^26 


-8.268 


1,00 19.26 


6 


B 


c 


ATOM 


3274 


N 


ASH B 


33 


Id. 221 


29.481 


-6.237 


1,00 21.18 


7 


B 


N 


ATOM 


3275 


CA 


ASN B 


33 


19.593 


29.317 


-5.757 


1.00 22.83 




B 


c 


ATOM 


3276 


C 


ASN B 


33 


19.826 


29.558 


-4.276 


1.00 24.08 


6 


B 


c 


ATOM 


3277 


o 


ASN B 


33 


20.640 


28.850 


-3.666 


1.00 21.91 


8 


B 


o 


ATOM 


3278 


CB 


ASN B 


33 


20.507 


30.289 


-6.526 


1.00 22.72 


6 


B 


9 


ATOM 


3279 


CG 


ASN B 


33 


20.587 


29.927 


-7.982 


1.00 23.19 


6 


B 


c 


ATOM 


3280 


ODl 


ASN B 


33 


20.206 


28.840 


-8.430 


1.00 23.53 


8 


B 


o 


ATOM 


3281 


MD2 


ASN B 


33 


21.138 


30.815 


-8.821 


1.00 25.75 


■ 7' 


fi 


. H 


ATOM . 


3282 


N 


GLU B 


^4 


19.096 


30.508 


-3.710 


1.00 24.24 


7 


B 


N 


ATOM 


3283 


CA 


GLU B 


34 


19.175 


30.702 


-2.268 


1.00 28.04 




B 


C 


ATOM 


3284 


C 


GLU B 


34 


18.869 


29.412 


-1.485 


1.00 26.45 


6 


B 


c 


ATOM 


3285 


o 


GLU B 


34 


19.622 


29.089 


-0,567 


1.00 23.36 


6 


B 


o 


ATOM 


3286 


CB 


GLU B 


34 


18.165 


31.772 


-1.794 


1.00 31.55 


6 


B 


c 


ATOM 


3287 


CG 


AGLU B 


34 


18.463 


32.116 


-0.335 


0.50 3^.67 




B 


c 


ATOM 


3288 


CG 


BGLU B 


34 


18.298 


33.098 


-2.500 


0.50 34.78 


6 


B 


c 


ATOM 


3289 


CD 


AGLU B 


34 . 


17.644 


33.265 


0.207 


0.50 35.97 


6 


B 


c 


ATOM 


3290 


CD 


BGLU B 


34 


17,304 


34.196 


-2,231 


0.50 37.18 


6 


fi 


c 


ATOM 


3291 


OEIAGLO B 


-^4 ■ 


16.984 


33.971 


-0.584 


0.50 36.50 


8 


B 


0 


ATOM 


3292 


OEIBGLO B 


34 


16.351 


34.065 


-1.441 


0,50 38.37 


8 


B 


0 


ATOM 


3293 


0G2AGL0 B 


34 


17.695 


33.469 


1.445 


0.50 36.09 


8 


B 


0 


ATOM 


: 3294 


OE2BGLO B 


34 


17.423 


35.297 


-2.819 


0.50 38.23 


8 


B 


0 


ATOM 


3295 


N 


ASP B 


35 


17.897 


28.617 


-1.955 


1.00 23.27 


7 


B 


N 


ATOM 


3296 


CA 


ASP B 


35 


17.572 


27.382 


-1.227" 


1.00 21.30 


6 


B 


c 


ATOM 


3297 


C 


ASP B 


35 


18.525 


26.263 


-1.604 


1.00 20.19 


6 


B 


c 


ATOM 


3298 


O 


ASP B 


35 


18.918 


25.441 


-0.757 


1.00 20.75 


8 


B 


0 


ATOM 


3299 


CB 


ASP B 


35 


16.091 


27,019 


-1.399 


1,00 22,26 


6" 


B 


c 


ATOM 


3300 


CG 


ASP B 


3^ 


15.091 


27,792 


-0.570 


1.00 24.54 


6 


B 


c 


ATOM 


3301 


ODl 


, ASP B 


X" 


15.469 


28.698 


0.223 


1.00 25.36 


8 


B 


0 


ATOM 


3302 


0D2 


: ASP B 


35 


13.857 


27.544 


-0.676 


1.00 23.92 


8 


B 


0 


ATOM 


3303 


N 


LEU B 


36 


19.023 


26.249 


-2.851 


1.00 18.28 


7 


B 


N 


ATOM 


3304 


CA 


LEU B 


36 


20.036 


25.291 


-3.245 


1.00 22.25 


6 


B 


C 


ATOM 


■ 3305 


C 


LEU B 


36 


21.273 


25.500 


-2.360 


1.00 23.95 


6 


B 


C 


ATOM 


3306 


o 


LEU B 


36 


21.960 


24.540 


-2.021 


1,00 23.96 


8 


B 


0 


ATOM 


3307 


CB 


LEU B 


36 


20.461 


25,401 


-4.731 


1,00 17.12 


6 


B 


c 


ATOM 


3308 


CG 


LEU B 


36 


19.217 


25.190 


-5.6^0 


1.00 17.79 


6 


B 


c 


ATOM 


3309 


CDl LEU B 


36 


19.671 


25.362 


-7 . no 


1.00 17.11 


6 


B 


c 



wo 2004/029239 




:T/GB2003/004104 



43/189 



ATOM 3310 CD2 LEU B 



ATOM 



3311 N ARG B 



36 

TT 



18.625 23.794 -5.396 1,00 17>27 
21.^17 26.7^2 -2.108 l.OU zTTfT 



ATOM 



3312 CA ARG B 37 



22.771 2^-993 -1.226 l.OO 26.20 



6 

6 



_N 

C 



ATOM 



3313 



ARG B 37_ 



22.522 26.491 0.187 l.OU 26.88 



ATOM 3314 



ARG B. 37 



i^.l^Bl 25-7^4 U./ii 1.00 25.94 



ATOM 



3315 CB ARG B 



ATOM 3316 CG AARG B 



37 
37 



23.163 28-484 -1.197 1.00 29 .45 ~6~ 
24.059 — 28.806 -2.400 0.50 32.22 ^ 



ATOM 3317 CG BARG B 



37 
TT 



23.633 29.017 -2. 549 0.50 29.84 
24.680 30^196 -2.309 0.50 34.36 



_C 
O 



C 




wo 2004/029239 




;T/GB2003/004104 



44/189 



ATOM 


3389 


CD 


ARC B 


45 


25.279 


18.452 


3.745 


1.00 27.19 


6 


B 


C 


ATOM 


3390 


NE 


ARC B 


45 


25.337 


11.238 


2.938 


1.00 25.70 


7 


B 


M 


ATOM 


3391 


C2 


ARC B 


45 


24.614 


17.008 


1.837 


1.00 25.00 


6 


B 


C 


ATOM 


3392 


NHl 


ARG B 


45 


23.737 


17.917 


1.446 


1.00 23.70 


7 


B 


N 


ATOM 


3393 


NH2 


ARG B 


45 


24.794 


15.834 _ 


1.222 


1,00 21,40 


7 


B 


N 


ATOM 


3394 


N 


GLY B 


46 


30.714 


17.507 


3.761 


1.00 30.39 


7 


B 


N 


ATOM 


3395 


CA 


GLY B 


46 


32.015 


17.851 


3,150 


1.00 32.49 


6 


B 


C 


ATOM 


3396 


c 


GLY B 


46 


31.990 


17.285 


1,730 


1.00 34.02 


6 


B 


c 


ATOM 


3397 


0 


GLY B 


4^ 


30.913 


17.311 


1.103 


1.00 36.61 


8 


B 


0 


ATOM 


3398 


N 


GLY B 


4'7 


33.656 


16.585 


1.347 


1.00 33.16 


7 


B 


N 


ATOM 


3399 


CA 


GLY B 


47 


33.^06 


15.877 


0.110 


1.00 31.29 


6 


B 


C 


AXwn 


3400 


c 


GLY B 


47 


32.571 


16.551 


-1.102 


1.00 31.40 


6 


B 


C 


AT^4 


3401 


0 


GLY B 


47 


32.976 


17.597 


-1.601 


1,00 29.00 


8 


B 


0 




3402 




ARG B 


"48 


31.514 


15.899 


-1.597 


1.00 31.64 


7 


B 


N . 


&TOM 


3403 


CA 


ARG B 


48 


30.781 


16.431 


-2.749 


1.00 30.63 


6 


B 


C 






Q 


ARG B 


48 


30.389 


17.894 


-2.550 


1.00 29.86 


6 


B 


C 


Alun 


3405 


Q 


ARG B 


48 


30.291 


18.647 


-3.521 


1.00 28.68 


8 


B 


0 


AiL/n 


3406 


CB 


ARG B 


48 


2^5^8 


1^.^82 


-3.008 


1.00 30.95 


6 


B 


c 


ATOM 




CG 


ARG B 


48 


28.836 


15.904 " 


-4.323 


1.00 32.15 


^ 


B 


c 


ATUn 


"^A OR 


CD 


ARG B 


48 


29.481 


15.150 


-5.487 


1.00 32.86 


6 


B 


C 


AT<W 




NE 


ARG B 


48 


28. 679 


15.378 


-6,704 


1.00 33.56 


7 


B 


N 




d 1 n 




ARG B 


46 


27.653 


14.602 


-7.068 


1.00 32.58 




B 


c 


ATOM 


• XX 


nnx 


ARG B 


48 


27.341 


13.532 


-6.352 


1.00 31.56 


■"7 


B 


N 


ATOM 


A 1 9 


NH2 


ARG B 


48 


26.926 


14.956 


-8.131 


1.00 32.02 


7 


B 


N 


ATOM 


J4 Jl J 




MPT R 


49 


30.064 


18.292 


-1.327 


1.00 29.08 


■ 7 


B 


N 


ATOM 


J*l X,«l 


v«A 


MET B 


49 


29.528 


19. 640 


-1.116 


1.00 30.01 


6 


B 


C 


ATOM ■ 


3H. X9 




MET B 


-45—-- 


" :i6.fe97 


20.706 


-1.360 


1.00 32.92 


6 


B 


C 


ATOM 




\J 


MET B 


49 


30.321 


21. 915 


-1,331 


1.00 32.67 


8 


B 


0 


ATOM 


J 4 X f 


CB 


MET B 


4 9. 


28. 903 


19.793 


0.267 


1.00 30.67 


6 


B 


C 


ATOM 


04 XO 




MET B 


49 


27.725 


18.846 


6.507 


1.00 29,73 




B 


c 


ATUn 


.34 X 9 


OCi 


MET B 


49 


26.354 


19.390 


-0.802 


1,00 47.47 


34 


B 


SE 


ATOM 






MPT B 


49 


26.-540 


18.006 


-2.363 


1.00 30.04 


6 


B 


C 


ATOM 


J4ZX 


n 


GLY B 


■ 50 


31. 818 


20.225 


-1.557 


1.00 32.85 


7 


B 


N 


ATUn 


"^AOO 


CA 


GLY B 


50 


32.969 


21.071 


-l.d48 


1.06 U.ii 




B 


C 


ATOM 




f* 
\r 


GLY B 


50 


33. 194 


21. 120 


-3.365 


1.00 33. 4d 




B 


c 


ATOM 




f\ 
\j 


AT V R 




33.842 


22 . 031 


-3.873 


1.00 35.69 


8 


B 


0 


ATOM 


"XAO^ 


}l 


ILE B 




32 .736 


20. 123 


-4.078 


1.00 31.83 


7 


B 


N 


ATOM 


J4 ^ D 


CA 
WA 


ILB B 


51 


32. 866 


20.031 


-5.539 


1.00 30,79 


6 


B 


C 


ATOM 






TT.p n 




31. 697 


20.708 


-6.243 


1,00 30.72 


6 


B 


C 


ATOM 




\J 


XLE B 


51 


31.915 


21. 443 


-7.209 


1.00 29.84 


8 


B 


0 


ATun 




CB 


ILE B 


51 


32. 951 


18. 553 


-5.953 


1,00 31.89 


6" 


B 


C 


ATUn 




CGI 


XLE B 


5l 


34.228 


17.916 


-5.375 


1.00 31.18 


6 


B 


C 


ATOM 


J4 J X 


CG2 


XLE B 


51 


32. 875 


18.357 


-7.468 


1.00 29.54 


6 


B 


c 


ATOM 






XLE B 


51 


34 . 403 


16.460 


-5.770 


1.00 32,23 


6 


B 


c 






N 


GLD B 


52 


30. 474 


20.583 


-S.739 


1.00 28.27 


7 


B 


N 


ATun 






GLU B 


52 


29.321 


21.190 


-6.394 


1.00 27.34 


6 


B 


c 


Aid/n 


3435 




GLU B 


52 


29.042 


22.590 


-5,890 


1.00 27,36 


6 


B 


c 


ATOM 

Ai wn 


3436 


0 


GLO B 


52 


29.226 


22.928 


-4.722 


1,00 27,29 


8 


B 


0 


Ai wn 


3437 


CB 


GLU B 


52 


28.077 


20.318 


-6.147 


1,00 28.40 


^ 


B 


c 


ATOM 


3438 


CG 


GLU B 


52 


28.251 


18.867 


-6.560 


1.00 27,68 


6 


B 


c 


Ai Viin 


3439 


CD 


GLU B 


52 


28.443 


18.693 


-8.053 


1.00 28.40 


6 


B 


c 


Ai wn 


3440 


OEl 


GLU B 


* 52 


^8.225 


19.693 


-8,762 


1.00 27,85 


8 


B 


0 


AX i^n 


3441 


OE2 


GLU B 


52 


28. §15 


17.582 


-8.488 


1.00 26.82 


8 


B 


0 


ATOM 
AX vn 


3442 




ASN B 


53 


28.590 


23.450 


-6.767 


1,00 25.49 


7 


B 


N 


ATOM 
AX 


3443 


CA 


ASN B 


53 


28.112 


24.790 


-6.438 


1.00 29.05 


6 


B 


c 


ATOM 
AX 


3444 


C 


ASN B 


53 


26.743 


24.837 


-7.142 


1.00 27.62 


6 


B 


c 


ATOM 


3445 


0 


ASN B 


53 


2^.707 


25.199 


-8.320 


1.00 23.26 


8 


B 


0 


ATOM 


3446 


CB 


ASN B 


53 


29.085 


25.863 


-6.942 


1,00 32.74 


i 


B 


c 


ATOM 


3447 


CG 


ASN B 


53 


28.563 


27.250 


-6.636 


1,00 36,89 


6 


B 


c 


ATOM 


3448 


ODl 


. ASN B 


53 


27.548 


27.360 


-5.965 


1.00 39.07 


8 


B 


. 0 


ATOM 


3449 


ND2 


: ASN B 


53 


29.182 


28.352 


--7.077 


1.00 40.21 


7 


B 


N 


ATOM 


3450 


■ N 


ASP B 


54 


25.769 


24-374 


-6.449 


1.00 23.20 


7 


B 


N 


ATOM 


3451 


CA 


ASP B 


54 


24,417 


24.215 


-7.103 


1.00 23.63 


6 


B 


c 


ATOM 


3452 


C 


ASP B 


54 


23.735 


25.522 


-7.475 


1.00 22.88 


6 


B 


c 


ATOM 


3453 


0 


ASP B 


54 


23.351 


26.337 


-6.638 


1.00 24.25 


8 


B 


0 


ATOM 


3454 


CB 


ASP B 


54 


23.482 


23.310 


-6.277 


1.00 22.72 


6 


B 


c 


ATOM 


3455 


CG 


ASP B 


54 


24.007 


21.890 


-6.145 


1.00 23.54 


6 


B 


c 


ATOM 


3456 


ODl ASP B 


54 


24,772 


21.397 


-7.011 


1.00 22.31 


8 


B 


0 


ATOM 


3457 


0D2 AS? B 


54 


23.630 


21.144 


-5.204 


1.00 23.72 


8 


B 


0 


ATOM 


3458 


N 


GLN B 


55 


23.5li 


25.672 


■ -6.792 


1.00 20.35 


7 


B 


N 


ATOM 


3459 


CA 


GLN B 


55 


22.719 


26.778 


' -9.290 


1.00 22.71 


6 


B 


C 


ATOM 


3460 


C 


GLN B 


55 


21.831 


26.317 


-10.440 


1.00 22.56 


6 


B 


C 


ATOM 


3461 


0 


GLN B 


55 


22.167 


25.368 


"-11.182 


1.00 22.62 


8 


B 


0 


ATOM 


3462 


CB 


GLN B 


55 


23.522 


28.000 


" -9.638 


1.00 28.30 


6 


B 


C 


ATOM 


3463 


CG 


GLN B 


55 


24.810 


27.842 


-10.371 


1.00 33.88 


6 


B 


c 


ATOM 


3464 


CD 


GLN fi 


55 


25.719 


29.056 


-10.114 


1.00 38.59 


6 


B 


c 


ATOM 


34 65 


OEl GLN B 


55 


26.505 


29.361 


■"-11.003 


1.00 40.25 


8 


B 


0 


ATOM 


3466 


ME2 GLN B 


55 


25.598 


29.722 


-8.963 


1.00 40.01 


— Y 


B 


N 


ATOM 


3467 


N 


VAL B 


56" 


20,674 


26.977 


"-10.517 


1.00 21.99 


7 


B 


N 



wo 2004/029239 




:T/GB2003/004104 



45/189 



ATOM 3468 CR VAL B 56 



19.707 
19.866 



26.518 -11.508 
27.182 -12. 859_ 



1>00 21.78 
1.00 22.28 



6 
6 



C 



ATOM 3469 C VAL B 5 6 



ATOM 



"3470 O VAL B 56 



20.218 28.362 -12.976 1.00 19.80 8 B 



ATOM 



3471 CB VAL B 



ATOM 



3472 CGI VAL B 



56 



lB-265 26.762 -10.9/b 



17 . 835 28.206 -11.140 



ATOM 



-^^73 CG2 VAL B 56 



17.229 25.863 -11.651 



1.00 21.88 
1.00 21. 7T^ 
1.00 18. 2F 



ATOM 



ATOM 



3474 
3475 



VAL B 57 



ATOM 



ATOM 



3476 
3477 



CA VAL B 57 



19^395 26.457 -13.85 5 1.00 ZQ':2r 

1.00 19.40 



7 B 



19.176 



VAL B 57 



26.963 
26.682 



-15.192 



6 B 



VAL B 



57 

57 



1 7.721 26.682 -15.588 1 . 00 20. 25 6 B 
17.^26 2 5.513 -15.66T 



1.00 18.58 



8 B 



_C 
_C 

C 




wo 2004/029239 




;T/GB2003/004104 



46/189 



ATOM 




f*T\ 


T VQ n 

1jZS> 0 




5 266 


38.710 -14.733 


1.00 33.67 


6 B 


C 


ATOM 








g6 


5 1?3 


39.901 -13.779 


1.00 38.98 


6 B 


'c 


ATOM 






T vc n 
If zo a 




3.ff54 


40.715 -14.156 


1.00 43.45 


7 fi 


N 


ATOM 


J990 


N 


THR B 


\> 1 


6. 491 


33.439 -14.568 


1.00 18.74 


7 B. 


M 


ATOM 


3551 


CA 


THR B 




5 980 


3^.199 -15.173 


1.00 18.35 


6 B 


C 


ATOM 


3552 - 


C 


THR B 


D / 


. 4,^23 


32.524 -16.235 


1.00 17.75 


6 B 


C 


ATOM 


3553 


0 


THR B 


0 / 


4 • 294 


33.612 -16.208 


1.00 17.46 


8 B 


0 


ATOM 


3554 


CB 


THR B 


D / 


5 • 407 


31 289 -14.078 


1.00 18.32 


6 B 


c 


ATOM 


3555 


OGl 


THR B 


"Et 


4 . 276 


31.973 -13.494 


1.00 17.55 


8 B 


0 


ATOM 


3556 


CG2 


THR B 


0 / 




30 992 -12.976 


1.00 18.32 


'6 B 


c 


ATOM 


3557 


N 


THR B 


CO 


A n.AO 


31 647 -17.202 


1.00 16.36 


7 B 


N 


ATOM 


3558 


CA 


THR B 


68 


J « / 0 r 


\\ 797 -18.269 


1.00 18.64 


6 B 


c 


ATOM 


3559 


C 


THR B 


CO 

00. 


*> 7 


10 777 -18 . 108 


1.00 19.69 


6 B 


c 


ATOM 


3560 


0 


THR B 


CO 

00 


1 

X • OQ6 


30 843 -18.836 


1.00 .20.00 


8 B 


0 


ATOM 


3561 


CB 


THR B 


68 




31 489 -19.654 


1.00 19,49 


6 B 


c 


ATOM 


3562 


OGl 


THR B 


60 


A a 1 ^ 
4 • 0x0 


3fl 107 -19 592 


1.00 20.08 


8 B 


0 


ATOM 


3563 


CG2 


THR B 


68 


1^ Q 


39 4d7 —19 920 


1.00 19.91 


^ B 


c 


ATOM 


3564 


N 


GLY B 


69 


^ . / /a 


9Q 820 -17 179 


1.00 19.33 


7 B 


N 


ATOM 


3565 


CA 


GLY B 


69 


L • bOO 


9P PS3 —17 030 


1.00 15.87 


6 B 


c . 


ATOM 


3566 


C 


GLY B 


69 


<7> fSAti 


"97 SfiQ -17 7 64 


1.00 16.30 


€' B 


c 


ATOM 


3567 


0 


GLY B 


69 


1 ii 1 
1 • 41.^ 


"oV t^A^ -17 S32 


1 00 18 96 


8 B 


0 


ATOM 


3568 


N 


ALA B 


70 


3 . 066 


~o7 con •IP fil fi 


1 00 13 80 


■ "7' B 

"b 




ATOM 


3569 


CA 


ALA B 


70 


3. 592 


oc .10 


1 00 Ifi 16 




c 


ATOM 


3570 


C 


ALA B 


70 


4 . 530 


'sc con 1.1P 


1 00 1 5 62 


6 B 




. ATOM 


3571 


0 


ALA B 


70 


4 . 853 


'be 1 —17 9^3 
4b.X9X — Xf.^9J 


1 00 1 6 22 


8 B 




ATOM 


3572 


CB 


ALA B 


70 


4 .405 




1 00 1 5 30 


6 B 




ATOM 


3573 


N 


PRO B 


71 


4 .813 


" 0^ 41^ —IP 
Z4.414 — XO.b^D 


1 on 15 49 

X.W X9.HZ 


"V. B 


N 


ATOM 


3574 


CA 


PRO B 


7.1 


5.714 


0^ e;P7 —17 B79 


1 00 16 76 


6 B 


c • 


ATOM 


3575 


C 


PRO B 


71 


nftn 

7 • OoU 


93ft -17 660 


1.00 19.21 


6 B 


c 


ATOM 


3576 


0 


PRO B 


71 


7. olo 


*>A QQ1 —IP <%P1 


1 . 00 17 . 37 


8 B 


0 


ATOM 


3577 


CB 


PRO B 


71 


5 • 836 


00 01 tl — 1P A'7Q 


1 00 17 16 


6 B 


C- 


ATOM 


3578 


CG 


PRO B 


71 


4 • o25 


O'S OC^O —1 0 

— XSf.OOD 


1 00 16 45 


6 B 


c • 


ATOM 


3579 


CD 


PRO B 


71 


4 • 341 




1 00 1 5 79 

X.VV X^. 79 


6 B 


c 


ATOM 


3580 


N 


ILE B 


72 


7 . 525 


' Oil' 1 OQ —1 Cl "^Q"^ 


1 Oft 16 51 
X . ■ X 0 . 9 X 


7 B 




ATOM 


3581 


CA 


ILE B 


72 


8 . 766 


Oil oon — 1 <c n^p 


1 Oft 1 7 64 
X . v\J X # . 0% 


6 B 




ATOM 


3582 


C 


ILE B 


72 


9 . 869 


ZJ./9X — XD.PWX 


1 no Ifi 59 


6 fi 




ATOM 


3583 


0 


ILE B 


72 


9 . 0/0 




1 00 17 OO 
X . W X » . w 


*8 B 


0 


ATOM 


3584 


CB 


ILE B 


72 


0 • ba? 


oc fi-Jfl —14 71 fi 


1 00 17 4 5 


6 B 


c 


ATOM 


3585 


CGI 


ILE B 


72 


7 . 708 


OC Q'iA —1^ 7fift 
ZO.OJ4 '*'X4. /OO 


1 hn 1 5 57 

X . UU X3 a 9 / 


- g 3 




ATOM 


3586 


CG2 


ILE B 


72 


10 . 052 


nf^P —Id 93fl 


1 00 17 48 

X.W X'.VO 


6 B 


c 


ATOM 


3587 


GDI 


ILE B 


72 




97 1 Qfi —13 dnn 

Z # . X70 — XO.^UW 


1 00 13 61 

X . W X^ . WX 


6 B 


c 


ATOM 


3588 


H 


THR B 


73 


■1 A ti7rt 


9"^ Q7 9 -16 619 


1.00 17.29 


7 B 


H 


ATOM 


3589 


CA 


THR B 


73 


1^ . Uoo 


9^ nd9 -Ifi 568 


1 00 18 68 


6 B 


c 


ATOM 


3590 


C 


THR B 


73 


J. J . £7U 


■" 9*? 739 -l*i 876 


1 00 19 85 


6. B 


c 


ATOM 


3591 


0 


THR B 


73 






1 00 15.81 


- 8 B 


0 


ATOM 


3592 


CB 


THR B 


73 




9^ Add —17 Q99 
ZZ • 094 X 1 • 


1 00 17 57 


6 B 


c 


ATOM 


3593 


OGl 


. THR B 


73 


11 "301 
Xi. . OOX 


99 06fi —18 643 


1 00 20.41 


"■■■■fe B 


0 


ATOM 


3594 


CG2 


: THR B 


73 


X J . OZO 


91 567 -17.941 


1.00 18.15 


6 B 


c 


ATOM 


35^5 


N 


MET B 


74 


. OC5D 


93 fISl -14^911 


1.00 18.50 


7 B 


N 


ATOM 


3596 


CA 


MET B 


74 




23 467 -14.212 


1.00 19.14 


6 B 


c 


ATOM 


3597 


C 


MET B 


. 74 


1 1 7n 
X 0 . X / u 


'"99 435 -14 285 


1 00 18.65 


6 B 


c 


ATOM 


3598 


0 


MET B 


■ 1 H 


X 9 . 000 


21 215 -14 . 174 


1.00 20.67 


8 B 


0 


ATOM 


3599 


CB 


MET B 


74 


X4 . 


93 633 -12-690 

ZO . 0«* J *<fc . *» 


1 . 00 19 . 01 


6 B 


c 


ATOM 


3600 


CG 


MET B 


74 


XO • 9 XU 


24 842 -12.663 


1.00 17.37 


6 B 


c 


ATOM 


3601 SE 


MET B 




X^ . &<J& 


25 150 -10.694 


1.00 35,56 


34 B 


SE 


ATOM 


3602 


CE2 MET B 


74 


XZ . 


23 372 -10.481 


1.00 11.79 


6 B 


C 


ATOM 


3^63 


N 


ASP B 


7 5 


1 7 "^QO 

X f • J7V 


22 856 -14.540 


1,00 18.95 


7 B 


N 


ATOM 


3604 


CA 


ASP B 


1 c 


X D « 


21 9S0 -14 - 568 


1.00 21.27 


6 B 


c 


ATOM 


3605 


C 


ASP B 


•7 U 


1 Q 48fi 

X 7 . HOO 


22.301 -13.430 


1.00 19.82 


^ B 


C 


ATOM 


3606 


0 


' ASP B 


/ D 


19 .646 


23.485 -13.206 


1.00 19.03 


8 B 


0 


ATOM 


3607 


CB 


ASP B 






22 170 -15.821 


1.00 24.40 


6 B 


c 


ATOM 


3608 


CG 


ASP B 


/ D 


18 743 


21.784 -17.118 


1.00 26.05 


6 B 


c 


ATOM 


3609 


ODl ASP B 


/ 9 


17". 57 b 


"21.352 -17.147 


1,00 24.91 


8 B 


0 


ATOM 


3610 


0D2 ASP B 


*7 ^ 
f 0 


19 . 484 


■ 21.908 -18.121 


1.00 26.86 


8 B 


0 


ATOM 


3611 


N 


VAL B 


/ 0 


20. 158 


21.341 -12.825 


1.00 21.69 


7 B 


N 


ATOM 


' 3^12 


CA 


VAL B 


I 0 


21.289 


21.612 -11.953 


1»00 20.80 


6 B 


c 


ATOM 


3613 


C 


VAL B 


76 


22.415 


20.693 -12.454 


1.00 23.00 


^ B 


c 


ATOM 


3614 


0 


VAL B 


76 


22.223 


19.458 -12.482 


1.00 21.45 


8 B 


0 


ATOM 


3615 


CB 


VAL B 


76 


21.027 


21.411 -10.454 


1,00 21.12 


6 B 


c 


ATOM 


3616 


CGI VAL B 


76 


22.349 


21.414 -9.668 


1.00 19,08 


6 B 


c 


ATOM 


3617 


CG2 VAL B 


76 


20.113 


22.521 -9.945 


1.00 16.77 


6 B 


c 


ATOM 


3616 


N 


ILE B 


77 


23.522 


21.267 -12.910 


1.00 23.04 


7 B 


N 


ATOM 


3619 


CA 


ILE B 


77 


24.617 


20.434 -13.415 


1.00 25.70 


6 B 


c 


ATOM 


3620 


C 


ILE B 


77 


25.327 


19.641 -12.309 


1.00 24.47 


6 B 


c 


ATOM 


3621 


0 


ILE B 


77 


25.477 


20.121 -11.176 


1.00 24.36 


8 B 


0 


ATOM 


3622 


CB 


ILE B 


77 


25,651 


21.285 -14.167 


1.00 29.49 


6 B 


c 


ATOM 


3623 


CGI ILE B 


77 


25.069 


21.945 -15.418 


1.00 32.39 


6 B 


c 


ATOM 


3624 


CG2 TLB B 


77 


26.893 


20.508 -14.609 


1.0b 30.46 


6 B 


c 


ATOM 


^625 


CDl ILE B 


77 


24.410 


21.009 -16.417 


- 1.00 34.^9 


6 B 


c 



wo 2004/029239 



;T/GB2003/004104 



47/189 



ATOM 




wo 2004/029239 




;T/GB2003/004104 



ATOM 



ATOM 



3705 CB RSPB 



3706 CG JiSP B 



86 



48/189 

34.154 5.477 -18.914 



35.104 S.578 



■17.734 
-16.686 



1.00 
1.00 



37,98 



40.92 



6 B 



_c 
o 

M 

c 
c 
o 
c 
c 
c 
c 
w 
c 
c 
o 
c 
c 

SE 

c 

N 

c 
c 
o 
c 
o 

N 

c 

c 

o 

c 

N 

C 

C 

O 

c 

c 

c 

o 

o 

N 

C 

c 

o 

c 

o 

o 



ATOM 3707 QDl ASP B 86 



ATOM 



ATOM 



6.156 



3708 0D2 ASP B 86 



3709 N ILE B 



87 
TT 



34.760 

36.238 5.070 -17.885 
32.148 5,377 -16.566 



1.00 41.63 



1.00 
1.00 



42.95 



8 Bj 



1.00 



30.53 



8 B 



28.72 



7 B 



ATOM 



ATOM 



3710 CA ILE B 



31.264 4.698 -15.640 



3711 



ILE B 87 



29.796 5.079 -15.858 



1.00 



28.77 
27.14 



6 B 
8 B 



ATOM 



3712 



ILE B 87 



28.978 4.155 -15.801 



ATOM 



3713 CB ILE B ST" 



31.662 
33.133 



5.043 -147199 
4.628 -13.943 



1.00 27,94 



1,00 28.56" 



_6 B_ 

6 B 



ATOM 



3714 CGI ILE B 87 



ITT" 
"6—5- 



ATOM 



ATOM 



3715 
"37ir 



CG2 ILE B 87 



30.755 4.436 



CDl ILE B 87 



33.722 5.353 



>13.155 
-12.737 



1.00 28.17 



1.00 
1.00 



28.54 
25.38 



ATOM 



ATOM 



3717 N MET B 88 



3718 CA MET B W 



29.470 6.340 



28.060 6.726 



-16.097 
-16.228 



1,00 27.31 



7 B 

"6~B" 



ATOM 



3719 



MET B 88 



27.566 7.106 -17.619 1.00 28.22 



6 B 
8 B 



ATOM 



3720 



MET B 88 



26.494 



7.718 
7.915 



■17.824 
-15.291 



1.00 



26.45 
28.54 



ATOM 



3721 CB MET B 88 



27.820 
28.329 



1.00 



13,864 

2^.687 6.^78 -1^.262: 



7.734 



6 B 

T"-b" 



ATOM 



ATOM 



3722 CG MET B 88 



1.00 29.11 



3723 SE MET B 88 



1.00 43.00 



34 B 
6 B 



ATOM 3724 CE2 MET B tjf 



ATOM 



24.926 7.536 -13.243 1.00 22.09 



3725 N SER B 89 



28.261 
27.879 



6.626 



-18.652 
-20.012 



1.00 



25.65 
27.22 



J[ B^ 

6 B 



ATOM 



ATOM 



3726 



CA SER B 89 



SER B 89 



26.523 



6.974 
6.390" 



-20.382 



1.00 
1.00 



26.06 



J6 B_ 

8 B 



ATOM 3728 O SER B 89 



ATOM 



ATOM 



26.256 5.199 -20.111 



3729 CB SER B 89 



3730 OG SER B 89 



29.007 
28.610 



6.477 -20.966 



1.00 
1.00 



23.49 
27. i4 



6 B 



6,734 
7,179 



-22.293 1.00 29.82 



8 B_ 

7 B 



ATOM 



3731 N 



ALA B 90 



25,730 



^.5^3 



-21.143 
-21.633. 



1.00 25.94 



ATOM 



3732 CA ALA B 90 



24,467 

24. Hi 



1.00 27.49 



6 ■ B 
6 B 



ATOM 



ATOM 



3733 



ALA B 90 



3734 



ALA B 90 



24.6^V 
23.533 



5.518 
4.542 



-22.667 



-22.793 
22.179 



1.00 
TTOO 



27.35 



1.00 



25.87 
28.09 



JB B_ 

6 B 



ATOM 



3735 CB ALA B 90 



7.653 



5 . 666 -23.412 1.00 28.87 



ATOM 3736 N GLU B 91 



ATOM 



ATOM 



3737 CA GLU B 



3738 



GLU B 



91 



25.879 
26.208 



7 B 



26.964 
27.727 



4.686 -24.444 1.00 33.28 



3.467 



23.939 
-23.011 



1.00 32.14 



6 B 



ATOM 



3739 



GLU B 91 



3.595 



1.00 30.26 



8 B 
6 B 



ATOM 



3740 CB GLU B 91 



26.958 
27.856 



5.261 -25.639 1.00 39.09 



3741 CG GLU B 



ATOM 

ATOM 

ATOM 3743 OEl GLU B 91" 



3742 CD GLU B 



6.447 -25.435 



27.17^ 7.742 -25.056 



1.00 
1.00 



44.30 
47.78 



"6"^ 
"6~b" 



ATOM 3744 0E2 GLU B 



91 

-IT 



27.163 
26.656 



8.058 



8.497 



-23.832 
-25.892 



1.00 50.77 



8 B 



1.00 50.22 



_§ B_ 

7 B_ 



ATOM 



3745 N 



ASP B 



26.770 
27.441 



2.311 



-24.566 
-24.143 



1.00 
1,00 



32.52 



ATOM 



3746 CA ASP B 92 



1.096 
1.238 



34.65 



-24,284 1.00 .36,98" 



6 B 

"r~F 



ATOM 
ATOM 



3747 



ASP B 92 



28.963 



3748 O ASP B 92 



29.450 

26.880 



2.015 



-25,094 
-24.897 



1.00 

1.00 



34.96 

35.30 



8 B 

^ B 



ATOM 



ATOM 



3749 



CB ASP B 



CG ASP B 



92 
"§r 



-0.092 



27.148 
27,620 



-1.442 



-^4.278 
-23.129 



1.00 37.34 



"r"B" 

8 B 



ATOM 3751 ODl ASP B 92" 



-1.622 



1.00 34.83 



ATOM 



ATOM 



3752 
3753 



0D2 ASP B 92 



26.851 -2.437 -25."002" 



N 



ILE B 



93 

"5r 



29.727 
31.189 



0.602 



-23.397 
-23.424 



1.00 
1.00 



39.80 



8 B 



39.61 
42.75 



_7 B_ 

6 B 



ATOM 



3754 CA ILE B 



0.627 
-0.812 



1.00 
1.00 



45.54 



JC 

S: 

_C 

-£ 
_c 

c 



ATOM 3755 C ILE B 93 



31.712 
30.920 



-23.329 
-23,090 



_6 B_, 

8 B 



ATOM 



3756 O ILE B "93 



-1,737 
1,478 



-^6.940 



1.00 44.61 



ATOM 



ATOM 



3757 CB ILE B 93 



31.815 



3758 CGI ILE B 



93 



31.484 



0.879 
2.923 



1.00 42.40 



6 B 



1.00 
1.00 



41.63 



__6 B_ 

6 B 



ATOM 3759 CG2 ILE B 



31.348 



-22,444 



41.51 



ATOM 3760 CDl ILE B 93 



32.009 



1.549 
-1.003 



•19.705 
-23.505 



1.00 41.56 



48.56 
52.62 



J5 B^ 

7 B 



ATOM 



3761 N GLU B 94 



33,014 



1.00 
1.00 



ATOM 3762 CA GLU B 94* 



33.617 



-2.335 
-3.069 



-23.440 



ATOM 



3763 C GLU B "94" 



33.309 



-22.132 1.00 51.98 



_C 
O 



ATOM 



3764 O GLU B 94 



33.492 



-2.544 
-2.277 



-21.030 
23 i. 656 



1.00 



51.12 
56.22 



J B_ 

6 B 



ATOM 



3765 CB GLU B 94 



35.128 
35.78* 



1,00 



ATOM 3766 CG GLU B 94^ 



-1.133 -24.3^1 1.00 60.85 



6 B 

"r"B" 



ATOM 



3767 CD GLU B 94 



35.802 -0.898 -25.832 1.00 63.95 



O 



ATOM 3768 OEl GLU B 94 



36.222 -1.785 -26.624 1.00 65.15 



"8~b" 

8 B 



ATOM 3769 0E2 GLU B 9r 



35.454 0.226 -26.293 1.00 65.01 



N 



ATOM 



3770 N ASP B 95 



32.883 -4.325 -22.212 1.00 51.89 



7 B 
6 B. 



ATOM ■ 3771 CA ASP B 95" 



"32.481 "5.112 -21.069 1.00 52.77 



ATOM 3772 C ASP B 95 



33.409 
32.863 



-5.037 -19.867 



1.00 
1.00 



51.65 



_6 B_ 

8 B 



_C 
O 



ATOM 
ATOM 



3773 



ASP B 95 



3774 CB ASP B 95 



32.275 
30.973 



-4 , 985 
-6.603 



-6.836 
-5.920 



-18.760 
-21.383 



50,57 



-22.134 
-22.154 



1.00 55.00 



_6 B_ 

6 B 



C 



ATOM 



3775 CG ASP B 95 



1.00 57.93 



ATOM 3776 ODl ASP B 95" 



30.103 



1.00 58.12 



_8 B_ 

8 B 



O 



ATOM 



ATOM 



3777 



0D2 ASP B 95 



30.829 



N 



ARG B 96 



34.717 



-7.945 
-5.084 



-22.711 1.00 58.37 



-20.661 1.00 50.47" 



7 B 



C 



ATOM 3I79 CA ARG B 96 



"35.^11 -5.092 -18.905 1.00 51.22 



ATOM 3780 C ARG B 96 



35.620 -3.784 -18.127 1.00 47.81 6 B 



ATOM 3781 



ARG B 96 



35.748 -3.828 -16.898 1.00 46.39 



Jl B_ 

6 B 



_0 
C 



ATOM 3782 CB ARG B 96* 



37.015 



-5.544 
-6.898 



-1^,312 1.00 55.28 



"g~B" 



ATOM 3783 CG ARG B 9^" 



37.039 



-20.036 1.00 59.43 



wo 2004/029239 ^FCT/GB2003/004104 



49/189 



ATOM 


3784 


CD 


ARG B 


96 


38.463 


-7.420 - 


20.153 


1.00 63.21 


6 


B 


C 


ATOM 


3785 


N£ 


ARG B 


96 


38.753 


-8.042 - 


21.440 


1.00 66.42 


7 


B 


N 


ATOM 


3786 


C2 


ARG B 


96 


39.951 


-8.384 - 


21.910 


1.00 67.77 


^ 


B 


C 


ATOM 


3787 


NHl 


ARG B 


96 


40.063 


-8.955 - 


23.111 


1.00 68.19 


7 


B 


N 


ATOM 


3788 


NH2 


ARG B 


9^ 


41,061 


-8.171 - 


21.214 


1.00 68.12 


7 


B 


N 


ATOM 


3789 


M 


LEO B 


97 


35.366 


-2.650 - 


18.774 


1.00 44.29 


7 


B 


N • 


ATOM 


3790 


CA 


LEU B 


97 


35.398 


-1.371 - 


18.097 


1.00 42.78 


6 


B 


C 


ATOM 


3791 


c 


LEO B 


97 


34.206 


-1.210 - 


17,140 


1.00 40.27 


6 


B 


C 


ATOM 


3792 


0 


LEU B 


97 


34.171 


-0.i7^ - 


16.345 


l.OO 37.34 


8 


B 


0 


ATOM 


3793 


CB 


LEU B 


97 


35.350 


-0.217 - 


■19.107 


1.00 43.27 




B 


C 




3794 


CG 


LED fl 


97 


36.657 


0.137 - 


-19.824 


1.00 44.89 




B 


C 


ATOM 


3795 


CDl 


LEO B 


97 


36.413 


1.132 - 


•20.958 


l.OO 44.37 




B 


c 


ATOM 


3796 


CD2 


LEU B 


97 


37.648 


0.717 - 


-18.824 


1.00 44.04 




B 


. c 


&TOM 


3797 


M 


LYS B 


98 


33.213 


-2.072 - 


•17.296 


1.00 38.31 


7 


B 


M 




3798 


CA 


LYS B 


98 


32.007 


-1.976 - 


•16.472 


1.00 38.45 


6 


B 


c 


Ml wn 


3799 


c 


LYS B 


98 


32.255 


-2.392 - 


-15.034 


1.00 37.08 


6 


B 


c 


ATOM 


3800 


0 


LYS B 


98 


31.416 


-2.096 - 


-14.184 


1.00 37.87 


8 


B 


0 






CB 


• LYS B 


98 


36.846 


-2.751 - 


-17.111 


1.00 37.36 


6 


B 


c 


Alvfn 




CG 


LYS B 


98 


" 30.342 


-2.099 - 


-18.388 


1.00 38.08 


6 


B 


c 






CD 


LYS B 


98 


29.212 


-2.915 ■ 


-19.022 


1.00 39.53 


6 


B 


c 


Axun 


3804 


CE 


LYS B 


98 


28.896 


-2.348 ■ 


-20.410 


1,00 37.70 


6 


B 


c 


ATun 




NZ 


LYS B 


98 


28.390 


-3.449 - 


-21,284 


1.00 36.41 


7 


B 


N 


ATOM 






SER B 


99 


33.381 


-3.016 • 


-14.715 


1.00 35.58 


7 


B 


N 


ATOM 


JcU / 


pa 


SER B 


99 


33.698 


-3.393 ■ 


-13.347 


1.00 33.61 


6 


B 


C 


ATOn 


JOVO 


Q 


SER - B 


99 


34.088 


-2.147 ■ 


-12.549 


1.00 31.04 


6 


B 


c 


ATOM 




r\ 


SER B 


99 


34.137 


-2.169 


-11.315 


1.00 27.09 


8 


B 


0 


ATOM 


JO XU 


pn 


SER B 


99 


34.854 


-4.397 


-13.258 


1.00 36.12 




B 


c 


ATOM 


•^ftl 1 

X X 


OG 


SER B 


99 


36.096 


-3.721 


-13.543 


1,00 37.89 


8 


B 


o 






W 


LYS B 


100 


34 . 350 


-1.053 


-13.259 


1.00 31.18 


7 


B 


M 


1kH/>M 


J o 


CA 


LYS B 


100 


34.750 


0.170 


-12,553 


1.00 32.74 


6 


B 


C 


ATOn 






LYS B 


100 


:^i.67i 


0.698 


-11.605 


1.00 32.41 


6 


B 


c 


ATUn . 


JO X9 


o 


LYS B 


100 


32.548 


1.000 


-12.031 


1.00 32.31 


8 


B 


0 


ATOM 


jdxd 


m 


LYS B 


100 


35.018 


1.256 


-13.597 


1.00 35.40 


6 


B 


c 


ATOM 


Jox / 






loo 


36.269 


2.070 


-13.337 


1.00 39.62 


—f 


B 


c 


ATOM 


Jo Xo 




LYS fi 


100 


36. 960 


2.372 


-14.683 


1.00 40.85 




B 


c 


ATOM 


Jo X 7 




LYS B 


100 


37 . 120 


3.890 


-14.766 


1.00 43.40 


6 


B 


c 


ATOM 


J ozu 


Bio 


IiYS B 


100 • 


37 . 665 


4.347 


-16.075 


1.00 43.72 


7 


B . 


M 


ATOM 


Jo^ X 






l6i" 


34 . Oil 


0.849 


-10.351 


1.00 29.43 


7 


B 


M 


ATOM 




CA 


ARG B 


101 


33.128 


1.309 


-9.280 


1.00 30.28 


6 


B 


c 


ATOM 


ooZ J 




ARG B 


101 


31.853 


0.471 


-9.149 


1.00 29,87 


6 


B 


c 


ATOM 


JOZ4 




ARG B 


101 


30.815 


0.889 


-8.634 


1.00 29.76 


8 


B 


0 


ATun 




CB 


ARG B 


101 


32.823 


2.805 


-9.369 


1.00 29.41 


6 


B 


c 


Aiun 


382^ 


CG 


ARG B 


101 


34.066 


3.681 


-^.288 


1.00 29.92 


6 


B 


c 


Alun 


JO^ ' 


CD 


ARG B 


101 


" 34.657 


3.585 


-7.886 


1.00 31.55 


6 


B 


c 


AlwR 


JOaO 


HE 


ARG B 


101 


33.847 


4,102 


-6.804 


1.00 30.80 


7 


B 


N 


ATOM 


JOZ9 




ARG B 


101 


33.757 


5.274 


-6.218 


1.00 31.88 


6 


B 


c 


ATOM 
Al UT? 


JD JV 


NHl 


ARG B 


101 


34. 446 


6.367 


-6.560 


1.00 30.57 


7 


B 


N 


. Alun 


3831 


NH2 


ARG B 


101 


32.910 


5.380 


-5.182 


1.00 31.87 


7 


B 


N 


&.TOM 


3832 


N 


LYS B 


102 


31.960 


-0.779 


-9.598 


1.00 28.29 


7 


B 


. N 




3833 


CA 


LYS B 


102 


30.870 


-1.728 


-9.520 


1.00 29.71 


i 


a 


C 


Aiun 


JO JH 


C 


LYS B 


102 


30.597 


-2.104 


-8.074 


1.00 28.89 


6 


B 


c 


ATOM 


3835 


0 


LYS B 


102 


31.558 


-2.315 


-7,338 


1.00 30.01 


8 


B 


o 


ATOM 


3836 


CB 


LYS B 


102 


31.21^ 


-2.997 


-10.314 


1.00 31.05 


6 


B 


c 


ATOM 


3837 


CG 


LYS B 


102 


30.130 


-4.058 


-10.238 


1.00 29.80 


6 


B 


c 


ATOM 


3838 


CD 


LYS B 


102 


30.417 


-5.098 


-11.316 


1.00 29.59 


6 


B 


c 




3839 


CE 


LYS B 


102 


29.590 


-6.336 


-11.045 


1.00 31.89 


6 


B 


c 




3840 


NZ 


LYS B 


102 


29.582 


-7.196 


-12.263 


1.00 32.82 


7 


B 


M 


ATOM 


3841 


N 


ILE B 


103 


2^.346 


-2.039 


-7.655 


1.00 28.17 


7 


B 


N 


ATOM 


3842 


CA 


ILE B 


103 


29.005 


-2.419 


-6.276 


1.00 26.73 


6 


B 


C 


ATOM 


3843 


C 


ILE B 


103 


28.452 


-3.820 


-6.223 


1.00 26.67 


6 


B 


c 




3844 


o 


ILE B 


103 


27.414 


-4.098 


-6.823 


1.00 26.04 


8 


B 


o 


ATOM 


- 3845 


CB 


ILE B 


103 


28.037 


■"■-1.392 


-5.652 


1.00 26,18 


6 


B 


c 


ATOM 


3846 


CGI ILE B 


103 


28.807 


-0.0^2 


-5.597 


1.00 23.77 


6 


B 


c 


ATON 


"3847 


CG2 ILE B 


103 


27.612 


-1.832 


-4.248 


1.00 26.37 


6 


B 


c 


ATCXl 


3848 


CDl ILE B 


103 


28.079 


1.149 


-5.113 


1.00 25.30 


6 


B 


c 


ATOM 


3849 


H 


THR B 


104 


2^.079 


-4.672 


-5.390 


1.00 25.64 


7 


B 


N 


ATOM 


3850 


CA 


THR B 


104 


28.606 


-6.016 


-5.187 


1.00 26.79 


6 


B 


c 


ATOM 


3851 


C 


THR B 


104 


28 . 473 


-6. 292 


-3 . 68 6 


1 . 00 zo • 4o 




n 
O 


\m 


ATOM 


3852 


O 


THR B 


104 


28.132 


-7.428 


-3.393 


1,00 26.29 


8 


. B 


0 


ATOM 


3853 


CB 


THR B 


104 


29.514 


-7.084 


-5.841 


1.00 25.99 


6 


B 


c 


ATOM 


3854 


OGl THR B 


104 


30.840 


-6.9^6 


-5.340 


1.00 27.68 


6 


B 


0 


ATOM 


3855 


CG2 THR B 


104 


29.530 


-6.945 


-7.362 


1.00 27.48 


6 


B 


c 


ATOM 


3856 


N 


HIS B 


105 


28.822 


-5.383 


-2.796 


1.00 24.90 


7 


B 


N 


ATOM 


3857 


CA 


HIS B 


105 


28.749 


-5.568 


-1.350 


1,00 26.45 


6 


B 


C 


ATOM 


3858 


C 


HIS fi 


105 


27,795 


-4.491 


-0.813 


1.00 26.36 


6 


B 


C 


ATOM 


3859 


0 


HIS B 


105 


28.201 


-3.400 


-0.396 


1.00 26.53 


8 


B 


0 


ATOM 


38^0 


CB 


HIS B 


105 


30.135 


-5.371 


-0.668 


1.00 26.43 


6 


B 


C 


ATOM 


3861 


CG 


HIS B 


105 


31.201 


-6.153 


-1.381 


1.00 29.69 


6 


B 


C 


ATOM 


3662 


MDl HIS B 


105 


31.202 


-7.556 


-1.386 


1.00 31.29 


7 


B 


M 
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;T/GB2003/004104 



50/189 



ATOM 


3863 


CD2 


HIS B 105 


32.266 


-5.775 


-2 . Ill 


1 Aft 0*7 c«7 


o 






ATOM 


3864 


CBl 


HIS B 10b 


32.242 


-7.973 


—2 • 093 


1 ftft 


0 






ATOM 


3865 


NE2 


HIS B 105 


32.884 


-6.920 


-2. 544 


i fift -an A*i 


1 


B 


N 


ATOM 


3866 


N 


PRO B 10^ 


26.505 


-4 .779 


-0.837 


1.00 26. 4o 


7 


B« 


N 


ATOM 


3867 


CA 


PRO B 106 


25.468 


-3.815 


-0. 488 


^ An <>c "VI 
l.OO 25.77 


6 


B 


C 


ATOM 


3868 


C 


PRO B 106 


25.569 


-3. 260 


0 . 911 


X • UU ^9 • 7sf 


0 


B 




ATOM 


3869 


0 


PRO B 106 


25.910 


-3.972 


1.859 


1.00 23.22 


8 


B 




ATOM 


3870 


CB 


PRO B 106 


24.142 


-4 .562 


-0.720 


l.UO 24.15 


6 


B 


c 


ATOM 


3871 


CG 


PRO B 106 


24.533 


-6.006 


-0. 634 


1.00 25.04 


6 


B 


c 


ATOM 


3872 


CD 


PRO B 106 


25.895 


-6.052 


-1.313 


1.00 24.99 


6 


B 


C 


ATOM 


3873 


N 


ARG B 107 


25.148 


-2.004 


1.064 


1,00 24.07 


7 


B 


H 


ATOM 


3874 


CA 


ARG B 107 


25.209 


-1,351 


2. 343 


1.00 23.54 


6 


B 


C ■ 


ATOM 


3875 


C 


ARG B 107 


23.863 


-1,517 


3.082 


1,00 24.28 


6 


B 


C 


ATOM 


3876 


o 


ARG B 107 


22.812 


-1.142 


2.566 


1,00 24.60 


8 


B 


0 


ATOM 


3877 


CB 


ARG B 107 


25.415 


0.166 


2, 165 


1.00 23.13 


6 


B 


C 


ATOM 


3878 


CG 


ARG B 107 


26.757 


0.592 


1, 605 


1.00 25.04 


6 


B 


C 


ATOM 


3879 


CD 


ARG B 107 


26.696 


2.029 


1.082 


1.00 25.30 


6 


B 


c 


ATOM 


3880 


NE 


ARG B 107 


25.8^4 


2.158 


-0.080 


1.00 25.32 


7 


B 




ATOM 


3881 


CZ 


ARG B 107 


25.585 


3.313 


-0.713 


1,00 26.47 


6 


B 


c 


ATOM 


3882 


NHl 


ARG B 107 


26.141 


4.425 


-0.274 


1.00 23.06 


7 


B 


H 


ATOM 


3883 


NH2 


ARG B 107 


24.754 


3.367 


-1.782 


1.00 26.66 


7 


B 


N 


ATOM 


3884 


N 


PRO B 108 


23.930 


-1.993 


4.302 


1.00 23.05 


7 


B 


N 


ATOM 


3885 


CA 


PRO B 108 


22.788 


-2.081 


5.201 


1.00 23.77 




B 


C 


ATOM 


3886 


C 


PRO B 108 


22.159 


-0.714 


5.303 


1.00 22.73 


6 


B 


C 


ATOM 


3887 


O 


PRO B 108 


22.865 


0.308 


5.294 


1,00 20.85 


8 


B 


0 


■ ATOM 


3888 


CB 


PRO B 108 


23.44^ 


-2,396 


6.560 


1.00 24.10 


6 


B 


c 


ATOM 


3889 


CG 


PRO B 108 


24.502 


-3.338 


6.085. 


1.00 23.89 


6 


.B 


c 


ATOM 


3890 


CD 


PRO B 108 


25.149 


-2,511 


4,969 


1.00 22.67 


6 


B 


c 


ATOM 


3891 


N 


GLY B 109 


20.826 


-0.647 


5,233 


1.00 22.20 


7 


B 


N 


ATOM 


3892 


CA 


GLY B 109 


20.159 


0.638 


5.356 


1.00 19,68 


6 


B 


c. 


ATOM 


3893 


C 


GLY B 109 


19.966 


1,410 


4.065 


1.00 20.08 


6 


B 


c 


ATOM 


3894 


O 


GLY B 109 


19.273 


2.431 


4.153 


1.00 19.46 


8 


B 


0 


ATOM 


3895 


N 


HIS B 110 


20.694 


1,131 


2.987 


1.00 19.12 


7 


B 


N 


ATOM 


3896 


CA 


HIS B 110 


20.586 


1.860 


1.743 


1.00 18.31 


6 


B 


c 


ATOM 


3897 


C 


HIS B 110 


19.722 


1.057 


0,770 


1.00 20.60 


^ 


B 


c 


ATOM 


3898 


o 


HIS B 110 


19.306 


-0.065 


1.078 


1.00 19.48 


8 


B 


0 


ATOM 


3899 


CB 


HIS B 110 


21.979 


2,083 


1.080 


1.00 20.22 


6 


B 


c 


ATOM 


3900 


CG 


HIS B 110 


22.000 


3.409 


0.370 


1.00 19.81 




B 


c 


ATOM 


3901 


NDl 


HIS B 110 


21.234 


3.679 


-0.764 


1.00 22.23 


7 


B 


N 


ATOM 


3902 


CD2 


HIS B 110 


22.598 


4.571 


0.753 


1.00 20.03 


6 


B 


c 


ATOM 


3903 


CEl 


HIS B 110 


21.372 


4.965 


-1.050 


1.00 20.94 


6 


B 


c 


ATOM 


3904 


HE2 


HIS B 110 


22.279 


5.476 


-0.234 


1.00 20.60 


7 


B 


N 


ATOM 


3905 


N 


ALA B 111 


19.483 


1,557 


-0.451 


1.00 18,59 


7 


B 


N 


ATOM 


3906 


CA 


ALA B 111 


18.613 


0.877 


-1.393 


1,00 18.83 


6 


B 


c 


ATOM 


3907 


C 


ALA B 111 


19.407 


-0.149 


-2.185 


1.00 19.90 


6 


B 


c 


ATOM 


3908 


0 


ALA B 111 


18,795 


-0,848 


-2.951 


1.00 19.54 


8 


B 


0 


ATOM 


3909 


CB 


ALA B 111 


18.006 


1.918 


-2.341 


1.00 19,20 


6 


B 


C 


ATOM 


3910 




ASP B 112 


20,700 


-0.387 


-1.926 


1.00 20.94 


7 


B 


N 


ATOM 


3911 


CA 


ASP B 112 


21.460 


-1.286 


-2.77 6 


1.00 19.28 


6 


B 


C 


ATOM 


3912 


C 


ASP B 112 


2b.d70 


-2.627 


-3.112 


1.00 20.46 


6 


B 


C 


ATOM 


3913 


O 


ASP B 112 


20.^^^ 


-2.944 


-4 .286 


1.00 19.33 


8 


B 


0 


MM 


3914 


CB 


ASP B 112 


22.876 


-1,549 


-2.186 


1.00 20.68 


6 


B 


C 


ATOM 


3^15 


CG 


ASP B 112 


23.628 


-0.260 


-1.856 


1.00 22.88 


6 


B 


C 


ATOM 


i91^ 


ODl 


ASP B 112 


23.222 


0.783 


-2.403 


1.00 21.67 


8 


B 


0 


ATOM 


3917 


OD2 


ASP B 112 


24.646 


-0.246 


-1. 101 


1.00 22,18 


8 


B 


0 


ATOM 


3918 


N 


LED B 113 


20.810 


-3.552 


-2. 154 


1.00 19.82 


7 


B 


N 


ATOM 


3919 


CA 


LEU B 113 


20.447 


-4.929 


-2. 509 


1.00 20.95 


6 


B 


C 


ATOM 


3920 


C 


LEO B 113 


19.014 


-5.060 


-3.039 


1.00 17.95 


6 


B 


C 


ATOM 


3921 


0 


LED B 113 


18.721 


-5.834 


-3. 958 


1.00 18.92 


8 


B 


0 


ATOM 


3922 


CB 


LED B 113 


20,537 


-5.775 


-1 .218 


1.00 20.36 


6 


B 


C 


ATOM 


3923 


CG 


LED B 113 


19.996 


-7 ,201 


-1,256 


1.00 20,40 


6 


B 


c 


ATOM 


" 3924 


CDl 


. LEU B 113 


20.755 


-8.022 


-2 . 286 


1.00 22,50 


6 


B 


c 


ATOM 


3925 


C02 


: LEU B 113 


20.135 


-7.845 


0. 123 


1.00 20.48 


6 


B 


c 


ATOM 


3926 


N 


VAL B 114 


18.115 


-4 .334 


-2.354 


1.00 18.21 


7 


B 


N 


ATOM 


3927 


CA 


VAL B 114 


16.707 


-4.501 


-2.652 


1.00 17.03 


6 


B 


c 


ATOM 


3928 


C 


VAL B 114 


16.438 


-3.996 


-4.087 


1.00 18.43 


6 


' • B 


c 


ATOM 


. 3929 


o 


VAL B 114 


15.607 


-4 .581 


-4.757 


1 . 00 18.48 


8 


B 


0 


ATOM 


3930 


CB 


VAL B 114 


15 . 804 


*3.991 


-1 . 534 


1.00 14.49 


6 


B 


c 


ATOM 


3931 


CGI VAL B 114 


14.345 


-3,d9d 


-1.989 


1.00 15.46 


6 


B 


c 


ATOM 


3932 


CG2 VAL B 114 


15.908 


-4.^67 


-0.261 


1.00 14.82 




B 


c 


ATOM 


3933 


N 


GLY B 115 


16.945 


-2.804 


-4.410 


. 1.00 17.88 


7 


•B 


N 


ATOM 


3934 


CA 


GLY B 115 


16.894 


-2.300 


-5.767 


1.00 19.67 


6 


B 


c 


ATOM 


3935 


C 


GLY B 115 


17.484 


-3.333 


-6.744 


1.00 18.66 


^ 


B 


C 


ATOM 


3936 


o 


GLY B 115 


16.925 


-3.565 


-7.813 


1.00 18.71 


8 


B 


0 


ATOM 


3937 


N 


GLY B 116 


18,547 


-4.029 


T6.333 


1.00 17.26 


7 


B 


M 


ATOM 


3938 


CA 


GLY B 116 


19.131 


-5.033 


-7.244 


1.00 16,45 


6 


B 


C 


ATOM 


3939 


C 


GLY B 116 


18.186 


-6.190 


-7.425 


1.00 16.26 


^ 


B 


C 


ATOM 


3940 


o 


GLY B 116 


16.048 


-6.^92 


-8,5i^ 


1.00 20.06 


8 


B 


0 


ATOM 


3941 




ILE B 117 


17.451 


-6,577 


-^.366 


1.00 19.:^2 


■7 


B 


N 
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ATOM 



.4021 CG ARG B 125 



52/189 

26.867 3.157 -9.533 



ATOM 



4022 CD ARG B 125 



28,278 3.542 -lU.O^ 



1,00 22.35 
1>00 24.^ 



6 B 



_6 B^ 

7 B 



_C 
N 



ATOM 



4023 HE ARG B 125 



29.209 3.338 



-8.966 
-7.843 



1.00 22.87 
1.00 23.47 



ATOM 



4024 CZ ARG B 125 



29.260 4.018 



ATOM 4025 HHl ARG B 125 



28.537 s:093 -7.576 1.00 21.19 



6 B 

■7— r 



ATOM 4026 • NH2 ARG B 125 



30.114 3.578 "6.909 1.00 24.10 



J7 B_ 

7 B 



ATOM 



4027 W ASN B 126 



23.576 
22.385 



0.842 
1.270 



-9.724 1.00 20. iT 



_0 

o 



ATOM 4028 CA ASN B 126 



-10.511 



1.00 21.22 
1.00 22.62" 



6 B 

"6~b" 



ATOM 



40^9 C ASN B 126 



21,218 



1.538 
2.221" 



■9.554 
-9.897 



ATOM 4030 O ASN B 126 



20.254 



1.00 21.67 



"8~T" 
6 B 



ATOM 4031 CB ASN B 126 



22.079 0.234 -11.566 1.00 22.46" 



ATOM 



4032 CG ASN B 126 



23.026 



ATOM 4033 ODl ASN B 126 



23.491 



0.335 
1.423 



-12.760 
-13.096 



1.00 22.92 



1.00 23.06 
1.00 23.41 



6 B 

8 B 



ATOM 4034 NDZ ASN B 126 



23.241 -0.770 -13.439 
-8.336 



1.00 20.17 



_7 B. 

7 B 



ATOM 4035 N SER B 127 



21.337 



1.013 
1.31^ 



-7.284 
-^.701 



_N 
_C 

-£ 
_o 
_c 
o 



ATOM 



ATOM 



4036 CA SER B 127 



20.418 



4037 C SER B 127 



20.902 



3.562 



1>00 23.98 



1.00 22.54 



J B_ 

8 B 



ATOM 



ATOM 



4038 O SER B TFT 



20.080 



4039 CB SER B 127 



20.349 0.378 



" -6. 516 
-6.071 



1.00 21.29 



-6.467 



1.00 23.98 



8 B 



ATOM 4040 



OG SER B 127 
N LEO B.128 



20.083 



-0.929 
2.754 



1.00 26.70 
1.00 22.52 



ATOM 4041 



22.202 
22.763 



-6.453 



7 B 



ATOM 



4042 CA LEO B 128 



3.912 -5.774 



1.00 21.59" 

1.00 20.30 



_C 
_C 

-2 

c 

C 
_N 
_C 
_C 

C 

in 

_C 
_0 
O 
N 
C 
C 
O 
C 
C 

c 

N 

C 



ATOM 



4043 C LEO B 128 



22.505 5.221 -6.483 



-5.871 1.00 22.66 



T""r 

8 B 



ATOM 4044 



LEO B 128 



22.078 



6.201 
3.740 



ATOM 



4045 CS LEO B 128" 



24.294 



-5.662 
-4.974 



1.00 24.28 



J6 

6 B 



ATOM 



4046 CG LEO B 128 



25.054 



ATOM 4047 CDl LEO B 128 



26.387 



4.871 
4.3^9 



1.00 26.86 



-4.444 



1.00 26.62 
1.00 26.63" 



6 B 

6 B 



ATOM 4048 COi LEO B 128 



25.344 



6.073 
5.260 



-5.864 
-7,789 



1.00 20.88 
1.00 22.21" 



ATOM 



ATOM 



ATOM 



4049 



GLO B 129 



22.791 



ATOM 4050 CA GLO B 129 



4051 



GLO B 129 



22.797 6.557 



21.484 



7.309 



-8.484 
-8.446 



7 B 



1.00 21.36 6 b" 



ATOM 4052 



4053 



O GLO B 129 
CB GLO B 129 



21.513 
23.275 



8.530 -8.493 



6.338 -9.928_ 



1.00 19.95 
1.00 22.71 



8 S 



ATOM 



4054 CG GLO B 129 



24. 7^^ 
25.667 



5.9^78 -9.895 1.00 21.95 



6 B 



ATOM 



4055 CD GLO B 129 



7.160 
8.320 



-9.590 



1.00 22.84 
1.00 23.23 



ATOM 4056 OEl GLD B 129 
ATOM 4057 OE2 GLO B 129" 



25.328 



2^.772 6.932 



-9,926 
-9.022 



8 B 



1.00 24.08 



8 B_ 

"7 b" 



ATOM 4058 N ARG B 130 



20.377 6.548 -8.488 1.00 19.93 



ATOM 4059 CA ARG B 130 



ATOM 



ATOM 



19.069 7.183 -8.401 1.00 19.92 



4060 
4061 



ARG B 130 



18.539 7.276 



ARG B 130 



17.857 8.285 



-6.977 
-6.674 



1.00 20.62 

1.00 20. sr 



6 B 



1.00 1^.24 
1.00 18.6b 



8 B 



ATOM 



ATOM 



4062 CB ARG B 130 



4063 CG ARG B 130 



18.011 

16.677 



6.507 -9.277 



7.257 -9.303 



"T~b" 



ATOM 



4064 CD ARG B Tlo" 



16.647 8.722 -9.659 1.00 19.52 



ATOM 4 065 NE ARG B 130 



15.373 
15.137 



9.396 



-9.343 
-9.419 



1.00 18.78 



_7 B_ 

6 B 



ATOM 4066 CZ ARG B 130 



10.704 



1.00 20.14 
1.00 16.88" 



ATOM 4067 NHl ARG B 130 



16.046 11.590 -9,814 



7 B 



ATOM 4068 NHZ ARG B X30 



13.958 11.236 



-9.061 
-6.117 



1,00 19.48 



7 B 



_c 
_c 

_0 

-£ 
o 



ATOM 4069 N SER B 131 



18.873 



6.290 
6.412 



-4.758 
-i.912 



1.00 19,47 



B_ 

6 B 



ATOM 



ATOM 



4070 CA SER B 131 



4071 C SER B 131 



18,304 
19.028 



1.00 21.34 



7.449 



1.00 21.25 



_6 B_ 

8 B 



ATOM 4 072 O SER B 131 



18.536 7.913 



-2.897 
-3.984 



1.00 20.80 
1.00 21.09 



ATOM 



4073 CB SER B 131 



18.429 



5.073 
4.773 



1.60 18.95" 
1.00 21.'28" 



6 B 
8 B 



ATOM 



4074 OG SER B 131 



19.840 



-3.824 



ATOM 



ATOM 



4075 
4076 



N 



SER B 132 



20.245 7.812 -4.295 



7 B 



CA SER B 132 



21.040 8.801 -3.586 



ATOM 4077 C SER B 132 



20.281 
19.454 



10.103 
10.532 



-3.362 



1.00 20.35 
1.00. 19.25 



J B_ 

6 B 



-2 

N 

_c 
__c 

_0 

-£ 
_c 
c 

N 

jc 

N 
M 
N 
C 
C 



ATOM 
ATOM 



■407r 



SERB 132 



-4 . 164 1.00 19.72 



J B_ 

6 B 



4079 CB SER B 132 



22.309 9.072 



-4,448 
-4.141 



1,00 21.79 



ATOM 



ATOM 4081 



ATOM 



4080 OG SER B 132 



22.819 10.341 



4082 



W ALA B 133 
CA ALA B 133 



20.588 
19.943 



10.850 
12.088 



-2.321 
-1.951 



1.00 23.96 



8 B 



1.00 18.21 
1.00 18.63 



1.00 19. 8T 
1.00 16.62 



7 B 



8 B 



ATOM 



4083 C ALA B 133 



20.369 13.273 -2.805 



ATOM 4084 O ALA B 133 



19.899 14.405 -2.616 



7 B 



ATOM 



4085 CB ALA B 133 



20.078 12.359 -0.445 1.00 21.62 



ATOM 4086 N ARG B 134 



21.239 



13.018 
14.129 



-3.818 1.00 18.69 



ATOM 408"? CA ARG B 134 



21.544 



ATOM 4088 C ARG B 134 



20.221 
19.978 



14.670 
15.864 



-4.724 1.00 20.97 



-5.308 1.00 21.40 



J6 B_ 

6 B 



ATOM 



4089 O ARG B 134 



-5.555 
-5.826 



1.00 20,31 



J B_ 

"6 b" 



ATOM 



4090 CB ARG B 134 



22.483 13.572 



1.00 20.72 
1.00 17.9"7" 



ATOM 



ATOM 



4091 CG ARG B 134 



22.901 14.610 -6.858 



4092 CD ARG B 134 



23.837 



15.668 
16.697 



-6.234 1.00 21.12 



JS B_ 

6 B 



ATOM 4093 



NE ARG B 134 
CZ ARG B 134 



24.171 



-7.216 
-6.973 



1.00 21.61 



_7 B_ 

6 B 



ATOM 4094 



ATOM 4095 NHl ARG B 134 



ATOM 



ATOM 



24.321 
24.165 



17.988 



18.462 -5.750 



1,00 22,59 
1.00 20.25" 



4096 
"4097 



NH2 ARG B 134 



24 . 572 18,833 -7.993 1.00 22.13 



N 



GLO B 135 



19.268 13.760 



-5.440 
"-^.994 



1.00 21.96" 
1.06 22.15" 



J B_ 

7 B 



_7 B^ 

6 B 



ATOM 4098 CA GLO B 135 
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ATOM 
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25.232 
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ATOM 4160 C GLY B 143 
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-2.259 


1.00 .18.97 


b 


B 


C 


ATOM 


4182 


0 


LYS B 147 
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CB 
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CG 


LEU B 149 
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CG 


MET B 155 
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4338 CG LYS B 167 



56/189 



22,062 16>541 



23.215 15.585 



21.571 
21.910 



1.00 27.44 



1.00 29.10 



6 B_ 

6 B 



C 
N 



ATOM 



4339 CD LYS B 167 



24.561 16.279 21.801 1.00 30.64" 



1 B 



ATOM 4340 



CE LYS B 167 
NZ LYS B 167 



25.743 
25.984 



15.333 21.957 1.00 30.09" 



ATOM 4341_ 



15.0^0 23.401 1.00 31.09" 



ATOM 



4 34 2 N GLO B 168 



18.573 
17.372 



16.841 
17.626 



22.483 1.00 25.19 



7 B 
6 B 



ATOM 4343 CA GLO B 168 



22.318 1.00 27.77 



_C 

^ 

_C 

o 

N 

_c 
_o 
c 

c 
c 



ATOM 



ATOM 



4344 
4345 



GLO B 168 



17.568 19.109 22.544 1.00 27.85 6 B 



O GLU B 168 
CB GLO B 1^8 



18.449 19.484 



23.308 
23.2^6 



1.00 27.33 
1.00 29.02 



8 B 



ATOM 4346 



16.251 17.164 



23.2^9 
24.096 



ATOM 



4347 CG GLU B 168 



16.072 15.654_ 



1.00 32.90 



6 fl_ 

6 B 



ATOM 



4348 CD GLO B 168" 



14.831 15.307 



1.00 36.43 



ATOM 



ATOM 



4349 
4350 



OEl GLU B 168 



0E2 GLU B 168 



14.735 
13.950 



"15.801 25.231 1.00 38.24 



14.584 



23.616 
. 21.675 



1.00 37.87 
1.00 26.51" 



_§ B_ 

8 B 



ATOM 



ATOM 



ATOM 



ATOM 



4351 N ILE B 169 



16.973 19.920 



4352 CA ILE B 169 



17.101 21.367 



4353 C ILE B 169 



4354 



O ILE B 169 
CB ILE B 169 



16.013 
14.830 



21.947 



21.806 
22.707 



1.00 28.61 



7 B 



21.668 



22.^55 
26.42^ 



1.00 29.44 
1.00 27.95 



6 B 



■i.Ob 27,46 
1.00 2^.18 



"S~B" 

6 B^ 



ATOM 



ATOM 



4355 
4356 



17.051 22.070 



CGI ILE B 169 
CG2 ILE B 169 



18.067 21.480 19.461 



1.00 28.35 
1.00 26.69 



"6~F 



ATOM 



4357 



17.275 
19.479 



23.563 



20.541 
20.002 



ATOM 



4358 CDl ILE B 169 



21.302 



1.00 29.22 



B" 

7 B 



ATOM 



4359 N ASP B 170 



16.435 22.794 



23.658 
24.501 



ATOM 4360 CA ASP B 170 



15.429 23.469 



14.936 24.665 23.730 



1.00 31,08 
1.00 29.08 



6 B 



-£ 
_o 
_o 

__C 

c 

C 
_C 
C 
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c 
c 
o 
c 
c 
c 

N 

c 
c 
o 
c 
c 
c 
o 

0 

w 
c 
c 

o 

c 
c 
o 

o 

N 

c 

c. 

o 

c 

c 

c 

c 

N 

c 

c 

o 

c 

o 

c 

N 

c 

c 



ATOM 4361 C ASP B 170 



ATOM 



"43l§r 



ASP B 170 



15.616 



25.706 
23.889 



23.710 
:^5.827 



1.00 26.0&" 



B_ 

6 B 



ATOM 



4363 CB ASP B 170 



16.048 
15.080 



26.8^6 
26.636 



1.00 34.99 



ATOM 4364 CG ASP B 170 



24.403 
24.380 



1.00 37.76 



8 B 



ATOM 



ATOM 



4365 



ODl ASP B 170 



13.852 



OD2 ASP B 170 



15.581 



24.848 
24.544 



27.936 
23.046 



1.00 38.72 



1.00 40.0?" 
1.00 28.46 



■7— r 



ATOM 4367 W VAL B 171 



13.795 



22.171 
22.967 



1.00 27.08 



ATOM 4368 CA VAL B 171 



ATOM 



ATOM 



ATOM 



ATOM 



13.247 25.566 



4369 



VAL B 171 



4370 



VAL B 171 



12.378 
11.401 



26.521 



26.090 23.576 



1.00 29.99 
1.00 29.62" 



6 B 



4371 CB VAL B 171 



12!335 24)971 21.068 1.00 27.52 6 B 



4372 CGI VAL B 171 



11.626 
13,162 



26.045 
24.077 



20.250 1.00 24.82 



_6 B_ 

6 B 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



4373 



CG2 VAL B 171 



HUE 
"4376 



N 



PRO B 172 



CA PRO B 172 



12.720 
11.9^6 



27.789 
28.779 



20.130 
22.926 



1.00 22.10 



1.00 31.40 



23.655 1.00 32.18" 



PRO B 172 



10.479 26.709 23.225 



4377 O PRO B 172 



10.158 28.357 



ATOM 4378 CB PRO B 172 



12.662 



4379 CG PRO B 172 



14.046 



30.054 
29.679 



22.076 
23.317 



1.00 34.04 
1.00 32.03 



_6 

6 B 



22.908 



1.00 32.25" 
1.00 33,16" 



8 B 



ATOM 4380 



4381 



CD PRO B 172 
N GLU B 173 



4382 CA GLU B 175" 



13.885 
9.540 



28.353 22.222 



29.054 24.114 



1.00 32.13" 
1.00 35.48 



6 B 



6 B 



e!l31 29!o33 23!755 1.00 38.28 



_7 B 

T^^B" 



ATOM 



ATOM 



43B3 C GLU B 173 



7.716 



ATOM 4384 O GLU B 173 



8.231 



30.166 
31.282 



22.810 1.00 36.76 6 B 



4385 CB GLU B 173 



7.189 29.233 



22.852 
24.939" 



26.039 
25.722 



1.00 37, "00" 
1.00 42.11"' 
1.00 45.69 



8 B 



6 B 



ATOM 4386 CG GLU B 173 



7.137 
6.312 



28.215 



T"-b" 

8 B 



ATOM 



'4387 CD GLU B 173 



26.981 



2^.074 
25.141 



1.00 48.38 



ATOM 



4388 OEl GLO B 173 



5.113 



27.005 
26,006 



1,00 48.78 
1.00 50. 8T 



ATOM 



ATOM 



ATOM 



4389 OE2 GLU B 173 



6.848 



ATOM 4390 N ASP B 174 



6.655 29.901 



4391 CA ASP B 174 



5.988 30.928 



22.059 
21.276 



1.00 34.51" 
1.00 33.46 



8 B 



4392 C ASP B 174 



6.844 



31.747 
32.976 



20.339 



1.00 30.80 
1.00 30.64 



7 B 

"g~B" 



"6~B" 

"LB" 



ATOM 



-4393 O ASP B 174" 



6.703 



20.279 
22.280 



1.00 36.07 
1.00 38.45 



ATOM 



ATOM 



4394 CB ASP B 174 



5.289 31.871 



4395 CG ASP B 174 



4.195 31.115 23.025 



1.00 39.56 



6 B 

"6~b" 



ATOM 



4 39^ ODl ASP B 174 



3.428 30.417 



22.331 
24.^62 



1.00 38.09" 
1.00 28.8^ 



J B_ 

8 B 



ATOM 4397 



OD2 ASP B 174 

N LEU B^^_ 



4.150 

TTm 



31.195 



31.122 19.630 



ATOM 4398 



8.563 31.818 18.639 1.00 27.78 



_7 B^ 

6 B 



ATOM 



ATOM 



4399 CA LEU B 175" 



ATOM 4400 C 



4401 



LEU B 175 
LEU S 175 



7.667 
6.892 



31.966 17.397 



31.035 



17.105 
18.14^ 



1.00 26.83 
1,60 25.71 



6 B 



1.00 28.24 
1.00 28.96 



_8 B_ 

6 B 



ATOM 4402 CB LEU B 175 
ATOM . 4403 CG LEU B 175 



9.777 31;015 



10.895 30.822 19.196 



ATOM 4404 CDl LED B 175 



12.081 30.104 



18.562 
19.770 



1.00 28.91 
1.00 25. 6F 



6 B 



6 B 

"g~B" 



ATOM 4405 CD2 LEU B 175 



11.354 32.157 



ATOM 4406 W THR B 176 



7!841 33!oi8 16.626 1.00 25.55 



15.329 1.00 26. 6T 



7 B 

"r"T" 



ATOM 4407 



ATOM 4408 C 



CA THR B 176 
THR B 176 



iiTOM 4409 O THR B 176 



7.171 
7.943 



33.083 
32.288 



14.270 



9.144 32.029 14.337 



1.00 25. "24" 
1.00 22.62 



1.00 25.73 
1.00 25. sT 



J B 

8 B 



ATftM 4410 CB THR B 176 



7.096 



34.541 
34.942 



14.825 
14.572 



_6 B_ 

8 B 



ATOM 4411 OGl THR B 176 



8.451 



ATOM 4412 CG2 THR B 176 



6.399 35.414 15.850 



1.00 27.35 
1.00 26. 2T 



^6 B_ 

7 B 



ATOM 



"4413 N VAL B 177 



7.296 32.092 13.120 



1.00 24.83" 
1.00 24.30 



6 B 



ATOM 4414 



CA VAL B 177 
VAL B 177" 



7.996 
9.252 



31.411 
32.154 



12.021 



ATOM 



-4415 C 



11.631 



wo 2004/029239 



;T/GB2003/004104 



57/189 



ATOM 



4416 O VRL B 177 



ATOM 4417 



10.287 31.538 11.362 l.OO 22.79. 8 B 



CB VRL B 177 
CGI VAL B 177 



7.046 



31.315 
30.723 



10.792 1>00 25.24 



J B^ 

6 B 
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ATOM 4418 



7.766 



9.579 1700 22.41 
11.218 1.00 24.35" 



ATOM 4419 



CG2 VAL B 177 
N ALA B 178 



5.854 30.470 



6 B, 

7 B 



ATOM 



4420 



9.138 
10.242 



33.475 11.524 



1.00 23.81" 
1.00 24.88 



ATOM 4421 



CA 
C 



ALA B 178 
ALA B 178 



34.306 
34.311 



11.083 



1.60 24.02 



6 B 



ATOM 4422 



11.397 



12.070 
11.750 



ATOM 



4423 



ALA B 178 



12.581 34.380 



ATOM 



ATOM 



4424 CB ALA B 178 



4425 M 



GLU B 179 
GLOB179 



9.743 
li.OO^ 



35.724 
34.^12 



1.00 2^.43 8 B 



10.813 1.00 24.64 



13.342 



1.00 26.02 
1.00 25.63 



B 



7 B 



ATOM 



OA 

c 



12.015 34.134 14.407 



ATOM 



4427 



GLO fl 17 9 



ATOM 4428 



O GLO B 179 
CB GLU B 179 



12.750 
13.988 



32.813 14.280 1.00 24.80 



32.704 
34.235 



14.373 
15.748 



1.00 24.63 



Jl B^ 

6 B 



ATOM 4429 



11.291 
11.294 



1.00 29.20 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM, 



4430 CG GLO B TfT 



35.625 16.372 



4431 CD GLO B 179 



10.273 35.734 17.501 



4432 OEl GLU B 179 



4433 OE2 GLU B 179 



9.620 
10.085 



ATOM 4435 



4434 N ILE B 180 



CA 
C 



ILE B 180 
ILE B 180 



11.969 
12.613 



34.769 
36.889 



1.00 30. 2T 

1.00 30. 



17.940 1.00 25.74 8 



6 B_ 

6 B 



17.9^3 1.00 34.06 8 B 



:^1.7S2 14.047 1.00 22.85 



30.442 
30.519 



13.841 
12.666 



1.00 22.90 



6 B^ 

6 B 



ATOM 4436 



13.576 



1.00 21.68 
1.00 23.20" 



ATOM 



4437 O ILE B 180" 



14.710 30,008 



ATOM 4438 



CB ILE B 180 
CGI ILE B 180 



11.563 



29.330 
29.075 



12.743 
13.576 



1.00 23.02" 
1.00 24.65 



6 B 



ATOM 



4439 



ATOM 4440 



CG2 ILE B 180 
CDl ILE B 180 



10.859 



14.929 



12.194 



28.017 
28.322" 



13.071 1.00 19.82" 



6 B 



ATOM 4441 



9.540 

li.isi 



14.730 



1.00 26.21 
1.00 22.92 



T" B 
"g~B" 



ATOM 44 42 



ATOM 4443 



W LYS B 181 
CA 



31.101 11.554 



LYS B 181 

LYS B 181 



14.028 



31.138 
31.889 



10.368 
10.621 



1.00 22.72 
1.00 24.64 



ATOM 



ATOM 



4444 
4445 



15.314 



O 
CB 



LYS B 181 
LYS B 181 



16.463 



31.504 
31.791 



10.374 



1.00 23.98" 
1.00 23.11 



J B_ 

6 B 



ATOM 



4446 



13.233 



9.232 



ATOM 



4447 



CG 
CD 



LYS B 181 
LYS B 181 



14.032. 
13.103 



31.967 
32.494 



7.948 



1.00 25.23 
1.00 26.82 



6 B 

T""b" 



ATOM 4448 



ATOM 



4449 CE LYS B 181 



13.787 
14.439 



32.693 



6.868 
S.S26 



4.94^ 



l.bO 26.86 
1.00 27.19 



_6 B_ 

7 B 



ATOM 



4450 



NZ LYS B 181 
N GLN B 182 



31.508 

33.096 



ATOM 4451 



15.135 



11.150 



1.00 25.87 
1.00 28.69 



7 a_ 

6 B 



ATOM 4452 



CA GXjj B 18^ 
GU4 B 182 



16.296 



33.918 
33.253 



11.489 
12.498 



ATOM 4453 



17.217 



1.00 27.59 
1.00 28.15 



_6 B_ 

8 B 



ATOM 



4454 



GLN B 182 
GLN B 182 



18.429 33.235 12.303 



ATOM 



ATOM 



ATOM 



ATOM 



4455 
4456 



CB 



15.798 35.244 12.085 



CG GLW B 182 



4457 CD GLN B 182 



16.939 
16.457 



36.250 12.193 



1.00 32.41 
1.00 39.81 



4458 



OEl GLN B 182 
NE2 GLN B 182 



16.780 



37.686 



38.455 
38.038 



12.189 
11.262 



1.00 44.53 



6 B 

"6"^ 



1.00 47.73 



_8 B_ 

7 B 



ATOM 4459 



15.691 



13-217 
13.624 



1.00 45.78 



ATOM 



4460 



N ARG B 183 
CA ARG B 183 



16.715 



32.731 



1.00 25.75 
1,00 25."3or 



_7 B^ 

6 B 



ATOM 4461 



17.637 



14.609 



ATOM 



4462 



C 
O 



ABG B 183 



18.314 30.914 14.077 



1.00 25.01 
1.00 24.39" 



"T^BT 
8 B 



ATOM 



ATOM 



ARG B 183 



19.547 30.793 



4464 



ATOM 4465 



CB ARG B 183 
CG ARG B 183 



16.934 31.905 



14.181 
15.964 



ATOM 4466 



CD ARG B 183 
NE ARG B 183 



16.470 
15.7^8 



33.175 16.662 



1.00 24. OT 
1.00 26.'43" 



32.870 17.999 1.00 26.51" 



"TT" 
"g— B* 



7 B 



ATOM 



ATOM 



4467 
4468 



14 . 983 34.039 18.438 



CZ ARG B 183 
NHl ARG B 183 



14.474 



34.125 
33.140 



19.675 



1.00 28.29 
1.00 28.77 



"S~B- 

7 B 



ATOM 



4469 



14.741 



20.548 



1,00 27.66 
1.00 28.82 



ATOM 4470 NH2 ARG B 183" 



ATOM 



13.727 35.157 20.037 



4471 



N 

CA 



ALA B 184 
ALA B 184 



17.528 30.034 13.405 1.00 23.96 



J7 B_ 

6 B 



ATOM . 4472 



ATOM 



ATOM 



ATOM 



4473 C 



ALA B 184 



18.196 
19.302 



28.824 12.871 1.00 23.53 



29.164 11.868 



ATOM 4 474 O ALA B 18? 



20.349 28.537 11.747 



1.00 25.63" 
1.0b 23.84" 



4475 CB ALA B 184 



17.129 



ATOM 4 476 N ALA B 185 



4477 



CA 
C 



ALA B 185 
ALA B 185 



19.129 
26.13& 



27.969 
30.214 



12.193 



30.579 
31.121 



11.062 



1.00 22. 8g" 
1.00 28.36 



"6^~B^ 
"8~F 



"1— r 



10.070 1.00 28.88 



7 B 



_C 
C 



_C 
C 



ATOM 



4478 



21.414 



10.693 1.00 29.99 6 B 



ATOM 4479 



O ALA B 165 
CB ALA B 185 



22.434 



31.253 
31.590 



9.997 
9.0^6 



1.00 31.00 



Jl B_ 

6 B 



__0 
C 



ATOM 4480 



19.574 
21.430 



1.00 28.29 



MOtl 4 481 N GLN B 186 



ATOM 



31.452 11.978 1.00 30.98" 



4482 CA GLN B 186" 



22!657 31.982 12.574 1.00 32.38 



ATOM 4483 



C 
O 



GLN B 186 
GLN B 186 



23.445 30.849 13.201 



1.00 31.24 
1.00 31.67" 



6 B 

"6~r 



o 



ATOM 4484 



ATOM 4485 



CB GLN B 186 
GLN B 186 



24.467 
22.313 



31.060 
3:^.0^4 



13.853 



13.569 1.00 34.18 



J B_ 

6 B 



C 



ATOM 



4486 



ATOM 4487 



CG 
CD 



21.793 34.349 12.851 1.00 37.52 



GLW B 186 
OEl GLN B 186 



"20.983 35.268 13.742 l.QO 41.43 



_6 B_ 

8 B 



O 



ATOM 4 488_ 



20.634 36.413 13.407 



1.00 41.62 
1.00 43.46 



ATOM 4 489 



NE2 GLN B 186 
N SER B 187 



20.621 34.738 14.918 



J B_ 

7 B 



_N 
N 



ATOM 4490 



22.918 29-640 13.110 1.00 28.53 



ATOM 



"4491 CA SER B 187 



23.545 28.475 13.698 1.00 28.86 



ATOM 4492 



C 
O 



SER B 187 
SER B 187 



24.139 
23.516 



27.601 12.600 



1.00 30.15 
1.00 30.86 



6 fl 

"g~B" 



o 



ATOM 4493 



27-488 11.526 



8 B 

"6^ 



ATOM 



4494 CB SER B 187 



22.488 27-641 14-447 1.00 27.15 



wo 2004/029239 
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58/189 



ATOM 4495 



OG SER B 1S7 

"n GLD B 188^ 



23.038 
25,239 



26.335 



14.613 
12.829 



1.00 



23.90 
28.43 
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"7 b" 
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o 



ATOM 



4496 



26.903 
26.049 



1.00 



11.779 1.00 29.17" 



ATOM 4497 CA GLU B 188 



25.780 



6 B 
6 B 



ATOM 



4498 



GLU B 188 



25.058 24-. 700 



11.756 
10.830 



1.00 
1.00 



27.14 



ATOM 



4499 O GLD B 188 



25.283 



ATOM 



4500 CB GLU B 188 



27.290 



23.928 
25.850 



11.861 



"TTOO 



27.03 



34.7^ 
35.76 



8 B 

"g~B" 



6 B 



ATOM 4501 CG GLU B 188 



28.141 27.121 11.777 



ATOM 



4502 CD GLU B ISF 



29,578 26.766 12.142 1.00 



1.00 36.90" 



ATOM 4503 OEl GLU B 188 



ATOM 4504 OE2 GLU B 188 



30.242 25 . 987 



30.030 27.193 



11.413 
13.221 
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20.047 7.926 



5.887 
10,842 



5465 
5466 



CA PRO B 312 



21.436 8.174 10.512 1.00* 



19.64 
19.40 



7 B 



PRO B 



312 
-312 



21.769 



7.755 
6.839 



9.103 
8.519 



1.00 18.83 



8 B 



ATOM 



5467 
5468 



PRO B 



21.198 
22.237 



11.471 



1.00 17.99 



ATOM 



CB PRO B 312 



7.228 
7.225 



1.00 

TToo" 



19.50 



_6 B_ 

6 B 



ATOM 



ATOM 



■547r 



CG PRO B 



CD PRO B 



312 
312 



21.310 



12.651 



20.78 



19.937 



7.024 
8.418 



12.009 
8.509 



1.00 



1.00 

TToo 



19.85 
19.90 



7 B 



ATOM_ 



ATOM 



5471 N ILE B 313 



22.741 



ATOM 5472 CA ILE B 



5473 
5474 



C 

o 



ILE B 



313 



23.227 8.027 77168 



23.647 6.573 7.202 iJOQ 



21.10 
21.83 



^ B_ 

8 B 



ATOM 



ILE B 313 



24;386 6.148 8.072 1.00 19.54 



ATOM 



5475 
5476 



CB ILE B 



313 



24.388 



9.004 
10.346 



6.884 1.00 23.84 



J B_ 

6 B 



ATOM 



CGI 
CG2 



ILE B 



6.621 1.00 24.63 



ATOM 5477 



ATOM 



ILE B 313 



25.2^8 8.481 5.762 1.00 23.10 



ATOM 5478 CDl ILE B 313 



24.464 



5479 N PRO B 314 



23.245 



11.434 
5.760 



5.924 
6.233 



1.00 

TToo" 



27.12 
20.24 



6 B 
6 B 



23.573 4.355 6.199 1.00 21.78 



7 B 

"6— T 



ATOM 5480 CA PRO B 314 



ATOM 



ATOM 



ATOM 



5481 C 



PRO B 



5482 
5483 



PRO B 



314 
314- 



25.045 4.094 5.924 1.00 22.55 



25.567 3.078 6.378 



CB PRO B 314 



22.808 



3.834 4.966 



1.00 
1.00 



TToo" 



23.39 
21.14 



6 B 

"8— T 



HUT 

20.50 



6 B 

"gr"B" 



ATOM 



ATOM_ 



ATOM 



5484 CG PRO B 



5485 
5486 



CD PRO B 



314 



21.643 4.787 4.907 



22.308 6.139 5.157 



M 



THR B 



315 

3Tr 



25.684 



4.929 



5.115 1.00 



24.33 
23.84 



7 B 



ATOM 



ATOM 



5487 CA THR B 



5488 
5489 



THR B 



3Tr 
3Tr 



27.073 4.617 4.747 



28.017 5.024 5.881 



1.00 
1,00 



25.60 
25.99 



_6 B_ 

8 B 



_C 
O 



ATOM 



ATOM 



THR B 



28.304 



6.211 6.015 1,00 



5490 
5491 



CB 
OGl 



THR B 315 



27.500 5.361 3.479 1,00 



25.64 
26.20 



J5 B__ 

8 B 



_C 

o 



ATOM 



THR B 315 



26.552 
28.900 



5.101 



2.430 
3.059 



1.00 

T7^ 



ATOM 



5492 
5493 



CG2 THR B 



315 
316" 



4.912 



6.545 
7.665 



24. 46 



1,00 27. 2T 



_6 B_ 

7 B 



_C 
H 



ATOM 



_N 

CA 



LEU B 



28.576 4.037 



ATOM 



5494 

-S45r 



LEU B 316 



29.493 4.211 



30.910 3.982 7.108 



1.00 



1.00 
1.00 



29.56 
29.63 



6 B 

6 B 



_C 
C 



ATOM 



LEU B 316 



31.053 3.100 6.239 



ATOM 



ATOM 



5496 
"549T 



LEO B 316 



ATOM 5498 



CB 
CG 



LEU B 316 



29.214 3.196 8.782 



LEU B 316 



27.966 3.360 9.652 



1.00 
1.00 



28.79 
31.48 



8 B 

"§~b" 



36.17 



J5 B__ 

6 B 



_C 
C 



ATOM 



5499 
5500 



CDl 
CD2 



LEU B 



316 
316" 



26.735 
28.142 



2.730 
2.686 



9.032 1.00 



35.93 
36.26 



7 B 



ATOM 



LEU B 



11.023 1.00 



7.577 
7.110" 



N 



ATOM 
ATOM 



5501 N TYR B 317 



31.862 



4.761 
4.602 



1.00 29.02 



5502 



CA TYR B 317 



33.234 



1.00 32.40 



6 B 



_C 

c 



ATOM 



ATOM 



5505 



TYR B 317 



33.865 3.393 7.777 



TYR B 317 



34.899 2.928 7.298^ 



1.00 
1.00 



32.51 
30.91 



8 B 

"6"^ 



C 



ATOM 



ATOM 



5506 
5507 



CB TYR B 317 



"34.007 5.909 7.194 1.00 33.83 



CG 
CDl 



TYR B 317 



33.861 6.831 6.000 1.00 36.50 



6 B 



c 



ATOM 



TYR B 



317 

■3TT 



32.673 



6.884 
7.687 



5.280 
5.593 



1.00 38.92 



ATOM 5508 CD2 TYR B 



34.873 



1.00 38.31 



6 B 
6 B 



C 



ATOM 



5509 CEl TYR B 317 



32.504 7.768 4.232 l.OO 39.47 



ATOM 5510 CE2 TYR B 317 



ATOM 



ATOM 



ATOM 



34.717 



5511 
5512 



CZ TYR B 317 



33.526 



8.581 
8.608 



4.542 1.00 39.23 



3.855 



-ssTT 



OH TYR B 317 



33.315 9.454 2.794_ 



1.00 
1.00 



38.57 



38.26 



8 B 



CA 



LYS B 318 



33.286 2.888 8.847 1.00 33.86 



_7 B_ 

6 B 



ATOM, 



5514* 
5515 



LYS B 316 



33.676 
32.456 



1.634 9-492 1.00 35.26 



C 



ATOM 



LYS B 318 



0.765 9.103 1.00 



33.07 
29.56 



_6 B_ 

8 B 



ATOM 



ATOM 



ATOM 



5516 O LYS B 318 



31.486 0.756 9.831 1.00 



5517 CB LYS B 318 



33.811 



1 . 574 11.003 1.00 38.21 6 B 



5518 
5519 



CG 
CD 



LYS B 318 



34 . 958 2.317 11.633 1.00 43.31 



6 fl 

"T~B- 



ATOM 



ATOM_ 



ATOM 



LYS B 318 



35.415 1.651 12.941 



5520 
5521 



CE LYS B 318 



36.811 2.138 13.338 



1.00 

rnjo 



47.78 
49.44 



"nZ LYS B 318 



37!492 1.250 14!335 1.00 52.59 7 B 
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5522 N PRO B 319 



32.479 0,162 
31.334 -6.S61 



7.925 1.00 32.28 7 B 
7.409 1.00 31.06 6 B 




ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



CD2 LEU 



ATOM 5537 W MET B 321" 
CA MET B 321 



ATOM 



ATOM 



5538 
5539 



ATOM 5540 



MET B 321 
MET B 321 



28.431 
27.395 



28.369 -5.379 
-6.639 
-^.75^ 



8.485 
7.750 
6.^51 



1.00 28.1- 
1.00 26.9~ 



1.00 26.78" 




ATOM 
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ATOM 


5601 


CA GLO B 329 


30.127 - 


14.894 


1.150 1.00 36.24 


6 B 


C 


ATOM 


5602 


C GLU B 329 


29.928 - 


13.623 


1.950 1.00 35.34 


6 B 


C 


ATOM 


5603 


O GLO B 329 


29.721 - 


12.560 _ 


1,363 1.00 34.25 


8 B 


0 


ATOM 


5604 


CB GLU B 329 


31.617 - 


14.992 


0.812 1.00 40.22 


6 B 


c 


ATOM 


5605 


CG AGLO B 329 


32.053 - 


16.334 


0.249 0.50 41.12 


6 B 


c 


ATOM 


5606 


CG BGLO B 329 


31.965 - 


16.443 


0.473 0.50 43.98 


6 B 


c 




5607 


CD AGLU B 329 


32.253 - 


17.340 


1.375 0.50 41.51 


6 B 


c 


ATOM 


5608 


CD BGLU B 329 


32.972 - 


16.525 ' 


-0.652 0.50 46.07 


6 B 


c 


ATOM 


5609 


OEIAGLU B 329 


32.884 - 


16.959 


2.385 0.50 42.70 


8 B 


0 




5^10 


OEIBGLU B 329 


33.034 - 


17.588 


-1.313 0.50 46.76 


d B 


o 




5611 


0E2AGLU B 329 


31.7^8 - 


18.472 


1.247 0.50 41.46 


8 B 


0 




5612 


OB2BGLU B 329 


33.685 - 


15.519 


-0.873 0.50 47.46 


8 B 


0 


IV TOM 


5613 


N PRO B 330 


30.148 - 


13.694 


3.256 1.00 35.77 


7 B 


- N 




5614 


CA PRO B 330 


30.022 -12.540 


4.119 1.00 35.94 


6 B 


c • 




" 5615 


C PRO B 330 


31.167 - 


•11.588 


3.763 1-00 36.27 


6 B 


c 




5616 


O PRO B 330 


32.272 - 


•12.060 


3.462 1.00 33.97 


8 B 


o 


ATOM 


5617 


CB PRO B 330 • 


30.100 - 


■13.058 


5.531 1.00 36.34 


6 B 


c 




5618 


CG PRO B 330 


30.098 - 


•14.540 


5.448 1.00 37.07 


i B 


c 


ATOM 


DO 


CD PRO B 330 


30.424 - 


■14.931 


4.033 1.00 36.57 


6 B 


c 


ATun 


5620 


N TYR B 331 


30.871 -10.308 


3.833 1.00 35.42 


7 B 


N 


ATOM 




CA TYR B 331 


31.854 


-9.287 


■ 3.481 1.00 37.71 


6 B 


c 


ATOM 


5^22 


C TYR B 331 


31.375 


-7.950 


4.048 1.00 37.33 


6 B 


c 


ATOM 






30.175 


-7.750 


4.24^ 1.00 36.03 


8 B 


0 


ATOM 




TYR B 331 


31.890 


-9.210 


1-965 1.00 41.77 


6 B 


c 


ATOM 




CG TYR B 331 


33.153 


-9.000 


1.18^7 1.00 44.71 


6 B 


c 


ATOM 


OOtCO 


ml TYR B 331 


33.804 • 


-10.078 


0.587 1.00 4*.-^^ 


^ B 


c 


ATOM 




Pn? TYR R 331 


33.694 


-7.736 


1.022 1.00 46.01 


6 B 


c 


ATOM 


D O 


PEl TYR B 331 


"■ 34.971 


-9.888 


-0.145 1.00 48.02 


6 B 


c. 


ATOM 




rR2 TYR B 331 


34.849 


-7.535 


0.295 1.00 48.10 


6 B 


c 


ATun 


5630 


CZ TYR B 331 


35.484 


-8.619 


-0.284 1.00 48.71 


6 B 


c 


ATOM 


3 DO X 


OH TYR B 331 

wJi X X k\ D w X. 


36.634 


-8.391 


-1.005 1.00 50.60 


8 B 


o 


ATOM 




N IjYS B 332 


32.305 


-7.035 


4.258 1.00 35.54 


7 B 


H 


ATOM 


Do 


Ptt T^YQ R 332 


31.931 


-5.741 


4.197 1.00 35.70 


6 B 


c 


ATOM 


9 D v*i 


r LYS B 332 


31.264 


-4.933 


3.687 1.00 34.39 


6 B 


c 


ATOM 




O LYS B 332 ' 


31.621 


-5. 127 


2.521 1.00 32.68 


8 B 


o 


ATOM 


OD JO 


CB l.ys B 332 


33.175 


-5.074 


5.381 1.00 36.92 


6 B 


c 


ATOM 


30 J ' 


CG LYS B 332 


33.439 


-5. 624 


^.787 1.00 41,12 


6 B 


c 


ATOM 


5638 


CD LYS B 332 


34.627 


-4 . 959 


7.470 1.00 42.64 


. 6 B 


c 


ATOM 


5639 


CE LYS B 332 


34.597 


-5. 217 


8.974 1.00 43. 3Z 


■ O D 


\* 


ATOM 




M7 T.Y^ R 332 


33.942 


-6. 526 


9.297 1.00 45.74 


7 B 


N 


ATOM 


1 


N Z^TjA B 333 


30.236 


-4 . 163 


4.0^4 1.00 31.29 


7 B 


N 


ATOM 


3 0*ac> 


CA ALA B 333 


29.591 


-3 . 315 


3.066 1.00 30.55 


6 B 


c 


ATOM 


3 OH J 


C ALA B 333 


30. 634 


-2 . 422 


2.382 1.00 29.89 


6 B 


c 


AiiJn 


5644 


0 ALA B 333 


31 . 678 


—2 • 077 


2.932 1.00 28.44 


8 B 


o 




5645 


CB ALA B 333 


28 .494 


—2 . 460 


3.673 1.00 28.73 


6 B 


c 


A run 


564 6 


N THR B 334 


30 . 282 


—2 . 012 


1.163 1.00 29.07 


7 B 


H 


Ai\yn 


5647 


CA THR B 334 


31.126 


-1.089 


0.422 1.00 28.27 


6 B 


c 


Auun 


5648 


C THR B 334 


31.148 


0.242 


1.169 1.00 27.63 


6 B 




ATOM 

Ai wn 


5649 


0 THR B 334 


30.149 


0.516 


1,840 1.00 25.67 


8 B 


o 


Aiun 


5650 


CB THR B 334 


30.612 


-0.809 
0.098 


-0.999 1.00 27. 4B. 
-1.610 1.00 26.64 


6 B 
8 B 


c 
o 


Aiv/n 


5651 
5652 


OGl THR B 334 
CG2 THR B 334 


31.561 
29.220 


-0.143 


-0.963 1.00 25.54 


6 B 


c 


Ai 


5'653 


N VAL B 335 


32.240 


1.016 


1.048 1.00 27.62 


7 B 




ATOM 


56^4 


CA VAL B 335 


3^.254 


2.310 


1.716 1.00 26.67 


6 B 


c 


&TOM 


5655 


C VAL B 335 


32.185 


3.361 


0.592 1.00 27.78 


6 B 


c 


ATOM 


5656 


0 VAL B 335 


33.179 


3.483 


-0.144 1.00 27.27 


8 B 


o 


ATOM 


5657 


CB VAL B 335 


33.489 


2.578 


2.611 1.00 27.93 


6 B 


c 


ATOM 


5658 


CGI VAL B 335 


33.503 


4.014 


3.140 1.00 24.49 


6 B 


c 


ATOM 


"5659 


CG2 VAL B 335 


33.589 


1.681 


3.842 1.00 25.13 


6 B 


c 


ATOM 


5^60 


H GLO B 336 


31.095 


4.081 


0.393 1.00 26. 40 


7 B 


H 


ATOM 


5661 


CA GLU B 336 


31.090 


5.122 


-0.659 1.00 27.18 


6 B 


c 


ATOM 


5662 


C GLU B 336 


31.350 


6.476 


-0,033 1.00 26.^0 


6 B 


c 


ATOM 


5663 


0 GLO B 336 


31.181 


6.563 


1.191 1.00 27.65 


8 B 


o 


ATOM 


5664 


CB GLU B 336 


29.780 


5.161 


-1.461 1.00 27.16 


6 B 


c 


ATCM 


5665 


CG GLU B 336 


29.358 


3.817 


:-2.051 1.00 27.79 


6 B 


c 


ATOM 


""5666 


CD GLU B 336 


30.232 


3.388 


-3.212 1.00 27.63 


6 B 


c 


ATOM 


■■ 5667 


OEl GLU B 336 


30.442 


4.248 


-4.101 1.00 29.29 


8 B 


o 


ATOM 


5668 


OE2 GLU B 336 


30.639 


2.206 


•3.^^0 1 . UU ^Oa3£ 


8 fi 


Q 


ATOM 


56.69 


N ARG B 337 


31.506 


7.536 


-0.810 1.00 26.25 


7 B 


N 


ATOM 


5670 


CA ARG B 337 


31.698 


8.883 


-0.260 1.00 27.46 


6 B 


c 


ATOM 


5671 


C ARG B 337 


30.424 


9.349 


0.435 1.00 29.53 


6 B 


c 


ATOM 


5672 


0 ARG B 337 


29.334 


9.313 


-0.160 1.00 30.08 


8 B 


o 


ATOM 


5673 


CB ARG B 337 


32.159 


9.894 


-1.323 1.00 27.69 


6 B 


c 


ATOM 


5^14 


CG ARG B 337 


32.663 


11.206 


-0.734 1.00 30.07 


6 B 


c 


ATOM 


5675 


CD ARG B 337 


33.045 


12.258 


-1.748 1.00 31.52 


6 B 


c 


ATOM 


5676 


NE ARG B 337 


32.261 


12.227 


-2.982 1.00 31.55 


7 B 


N 


ATOM 


5677 


CZ ARG B 337 


32.64 6 


12.656 


-4.167 1.00 32.78 


6 B 


c 


ATOM 


5678 


NHl ARG B 337 


33.874 


13.170 


-4.iJ15 1.00 33.28 


7 B 


N 


ATOM 


■ 5679 


NH2 ARG B 337 


31.860 


12.574 


■ -S.250 1.00 32.77 


7 B 


N 
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ATOM 



5759 C MET B 350 



74/189 

10.903 20.289 4.382 



ATOM 5760 O MET B 350 



9.706 26.247 4.118 



1.00 19.27 

1.00 20. rr 



6 B 



ATOM 



5761 CB MET B 350 



11.797 IB. 581 5.990 



1.00 19.80 

TTooHTeF 



ATOM 



5762 CG MET B 350 



10.422 18.233 6.530 



ATOM 



5763 SB MET B 350 



lol^feS 18'l38 8.559 1.00 37T73 



ATOM 5764 CE2 MET B 350 



8.451 



17.645 
21.451 



8.849 1.00 14,46" 



34 



c 

SB 

c 
w 
c 
c 

O 

c 

c 

. c 

o 

o 

N 

c 

c 

O 

c 



ATOM 



"5765 N GLO B 351 



11.541 



ATOM 



576^ CA GLD B 351 



10.859 22.728 4.332 



4.543 1.00 18.71 



ATOM 



GLU B 351 



10.305 22.824 2.902 



1.00 
1.00 



16.35 



7 B 



17.52 



6 B 



ATOM $768 O GLU B 351 



9.169 23-204 2.624 1.00 16.16 



ATOM 



"5769 CB GLP B 351 



11 ".860 2l!a90 4.606 1.00 16.75 



8 B 

"6^ 



ATOM 5770 



ATOM 



5771 



CG GLP B 351 
CD GLP B 351 



11.320 25.260 



12.290 26.387 



4.159 
4.461 



1.00 



1.00 



16.05 
19.74 



6 B 



ATOM 



5772 OEl GLD B 351 



12.941 26.357 5.543 1.00 21.32 



ATOM 5773 0E2 GLO B 351 



12.266 27.435 3.789 1.00 21788 



_8 B_ 

6 B 



ATOM 



ATOM 



5774 
"5775 



N 



ALA B 352 



11.141 22.398 



CA ALA B 352 



ATOM 5l76 C ALA B 352 



10.749 
9.580 



22.447 



1.953 
b.549 



1.00 15.50" 



1.00 17.85 



21-538 0.199 1.00 16.38" 



_7 B_ 

6 B 



ATOM 



"5777 O ALA B 352 



8.715 



ATOM_ 



S778 CB ALA B 352 



11.994 



21.958 
22.118 



■-0.580 1.00 15.68 



6 B 



-0.295 1.00 17.71 



ATOM 5779 
ATOM 5780 



N VAL B 353 
CA VAL B 353 



9.544 20.341 



8.564 19.335 



0.753 
0.405 



1.00 
1.00 



14.89 
16.58 



7! 228 19^768 1.040 1.00 18.0*7 



6 B 



JC 

^ 
_c 
__c 
_c 

_c 
-£ 
-2 

c 
c 

M 

C 

c 

O 

c 

N 

c 
c 
o 
c 
o 
c 



ATOM 5781 C VAL B 353 



ATOM 



5782 



VAL B 353 



ATOM 



5783 CB VAL B 35T^ 



6.175 
9.058 



19.761 



0.400 



0.942 



ATOM 



5784 CGI VAL B 353 



7.925 17.023 1>160 



1.00 

1.00 
1.00 



17.91 8 B 



18.09 



B 



19.91 



6 B 



ATOM 578^ CG2 VAL B 353 



10.188 



17,454 
20-183 



0.070 1.00 16. 8T 



ATOM 578^ N VAL B 354 



7.283 



2.278 ITOO" 



14.02 
16.15 



7 B 

6 B 



ATOM 



ATOM 



5787" 
5788 



_CA 
C 



VAL B 354 



6.091 20.750 



VAL B 354 



5.561 21.918 



2.940 
2.120 



ATOM 



5789 O VAL B 354 



4.340 21.998 
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36.984 4.642 1.00 
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ATOM 



6030 CG ASP B 383 



-14.103 39.532 



1.00 



ATOM 6031 ODl ASP B 383 



"13.961 
-15.247 



40.449 
39.285 



4.172 1.00 26.40 
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ATOM 



ATOM 



6032 
6033 



0D2 ASP B 383 



TYR B 384 



ATOM 



6034 CA TYR B 384 



-13.970 
-15.131 



35.885 
35.096 



2.868 



3.948 



l.OQ 
1.00 



26.44 



4.441 1.00 



22.45 
21.78 
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ATOM 6035 C TYR B 384 



-14.817 
-15.612 



34.434 5.774 1.00 20.57 



ATOM 



6036 



TYR B 384 



34.406 6.730 1.00 18.28 
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ATOM 



6037 CB TYR B 384 



-15.507 
-16.692 



34.069 
33.248 



3.336 
3.797 



1.00 



21.15 
21.45 



ATOM 



6038 CG TYR B 384 



1.00 



ATOM 6039 



CDl TYR B 384 -17.970 33.684 3.487 1.00 21.64 
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ATOM 6040 CDZ TYR B 384" 



16.548 32.085 4.518 1.00 



ATOM 6041 CEl TYR B 384 



-19.091 32.975 3.883 1.00 



21.14 
23.28 



ATOM 



6042 CE2 TYR B 384 



-17.652 31.360 4.934 1.00 21.98 
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•ATOM 6043 C2 TYR B 384 



-18.910 
-20.031 



31.824 4.621 1.00 22.33 
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' ATOM 6044 OH TYR B 384 



31.140 
33.861 



5.025 1.00 23.19 



ATOM 



6045 N THR B 385" 



-13.643 
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7.107 



1.00 19.26 
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ATOM 



604^ CA THR B 385 



-13.157 33.255 



1.00 22.52" 



ATOM 



6047 



THR B 385 



-13.219 34.217 



8.288 



1.00 
1.00 



21.85 
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ATOM 



6048 O THR B 385 



-13.783 33.894 
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ATOM 6049 CB THR B 385 



-11.686 32.790 
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1.00 



22.47 
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ATOM 6050 OGl THR B 385 



-11.623 31.792 



22.72 
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-12.629 35.395 8.149 1.00 22.88 
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ATOM 



6055 O LYS B 386 



-14.147 



37.033 
37 . 623 



1.00 17.99 
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"S— b" 



ATOM 



ATOM 



6056 
6057 



CB LYS B 386 



CG LYS B 38^ 



-11.854 



11.985 38.881 



8.764 
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1.00 
1.00 



25.55 
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ATOM 



6058 CD LYS B 386 



-11.346 38.631 10.954 1.00 31.27 



ATOM 



6059 CE LYS B 386 



-10.615 



39.877 
41.088 



11.495 l.OQ 



34.90 
36.25 
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ATOM 



6060 N2 LYS B 386 



-11.465 
-14.897 



11.404 1.00 
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ASM B 387 



36.861 8.782 l.'OO" 



19.48 
20.62 
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ATOM 



6062 CA ASH B 387 



-16.224 37.375 9.106 1.00 



ATOM 6063 
AT<^ 6064 



ASH B 387 



-17.263 36.296 9.328 1.00 22.18 



ASWB387 



-18.4 63 



36.563 
38.347 



9.506 
7.990 



1.00 21.10" 



_6 B_ 

8 B 



ATOM 6065 CB ASH B 387 



-16.650 



1.00 21.56" 
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ATOM 6066 CG ASH B 387 



15.782 39.605 8.148 1.00 25.29 



ATOM 



ATOM 



6067 
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ODl ASH B 387 
ND2 ASH B 387 



16.112 40.433 9.024 l.OQ 25.63 8 B 



14.686 391730 7.395 1.00 ZZ.IV 
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ATOM ^069 N TYR B 388 



-16.813 35.022 9.366 1.00 Zl.:>:^ 



ATOM 6070 CA TYR B 388 



-17.809 33.965 9.591 1.00 21.64 6 B 



ATOM 



6071 



TYR B 388 



-18.520 34.129 10.948 1.00 20.^8 



_6 B^ 

8 B 



ATOM 6072 O TYR B 388 



-19.693 



ATOM 



6073 CB TYR B 388 



-17.128 
-17.947 



33.731 
32.607 



in.Q32 1.00 22. bT 



9.527 1.00 



21.52 
22.15 



6 B 
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ATOM 6074 CG TYR B 388 



31.348 9. 573 1.00 



wo 2004/029239 




;T/GB2003/004104 



ATOM 6075 
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-18.638 30.876 8.476 1.00 21.45 6 B 



-17.925 30.531 10.708 1.00 22.44 . 6 B 
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-19.379 29.705 8.507 
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-18.690 
-19.360 
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ATOM 6080 OH TYR B 388 



-20.043 



27.724 
34.391 



.684 



9.( 
12.017 
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8 B 



ATOM 6081 OT TYR B 388 



-17.922 



ATOM 6083 N MET C 



-13.693 16.270 -g.baz 



1.00 19.90 
1.00 22.22 



7 C 

6 C 



ATOM 



6084 CA MET C 



-14.921 15.420 
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-8.5; 

-9.220 
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ATOM 



6085 C MET C 



-14.565 



14.089 
14.147 



1.00 22. ( 
1.00 22.94 



6 C 
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ATOM 6086 O MET C 



-13.990 
-16.148 



-10.326 
-9.213 



ATOM 



~6087 CB MET C 



15.997 
15.338 



1.00 20. 
1.00 25.06 



6 C 

6 C 



ATOM 6088 CG MET C 



-17.452 



-8.785 



ATOM 6089 SE MET C 1 



-17.773 



14.350 
15.931 



-10.514 



1.00 49.23 34 
1.00 19.63 
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ATOM 6090 CE2 MET C 1 



-18.700 
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-11. 
-8.601 



ATOM 6091 N ARG C 



-14.961 13.008 



1.00 19.58 
1.00 18.99* 
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ATOM 



ATOM 



6092 CA ARG C 



6093 C ARG C 



-14.641 
■15,768 



ATOM 6094 O ARG C 



-16.589 



11.676 
10.723 



-9.142 



-8.788 1.00 18. 7?" 
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-7.984 



1.00 17.7^ 
1.00 19.99" 
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ATOM 
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-11.892 
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1.00 19.14 
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ATOM 
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11.013 



-6.531 
-5.085 
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ATOM 



■ 6098 NE ARG C 
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1.00 17.17 
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-11.341 
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ATOM 
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ATOM 6104 C TYR C 



-16.710 



6 C 
8 C 



ATOM 



6105 O TYR C 



-15.746 



7.150 
9.180 



TJTT 



-9.907 



1.00 16.16 
1.00 15.97 



ATOM 



ATOM 



6106 
6107' 



CB TYR C 



-18.208 



CG TYR C 



-17.973 



ATOM 6108 CDl TYR C 



-18.406. 
-17.368 



9.377 
8.382 



-11.399 1.00 17.98 



_6 C^ 

6 C 



10,492 -11.940 



-12.283 1.00 18.95 



ATOM 6109 CD2 TYR C 



1.00 18.: 
1.00 19.33 



ATOM 6110 CEl TYRC 



-18.271 8.523 - 



13.^56 
13.322 



6 C 
6 C 



ATOM 6111 CE2 TYR C 3 



-17.162 



10.624 
9.635 



1.00 20.27 
1.00 21.92 



ATOM 



6112 CZ TYR C 



-17.631 



-14.161 
-15.532 



72^ 



_6 C_ 

8 C 



ATOM 



6113 OH TYR C 



-17.466 



9.691 
6.321 



1.00 22.: 
1.00 15.79" 



ATOM 



6114 N 



LEU C 



-17.457 



.053 



-9. 

-9.485 



j; C_ 

6 C 



ATOM 



6115 CA LEU C 



-17.381 4.942 



1.00 
1.00 



i799 
19.28 



ATOM 



ATOM 



6116 C LEO C 



-18.828 4.409 -9.661 



6 C 



6117 



LEU C 



-19.724 



4.810 



-8.888 
-8.537 



1.00 17.08 8 C 



ATOM 6118 CB LEU C 



-16.675 



1.00 
1.00 



16.06 
18.17 



J C_ 

6 C 



ATOM 



6119 CG LEU C 



-15.174 



-8.344 
-7.027 



ATOM 6120 CDl LEU C 



-14.746 3.649 



ATOM 6121 CD;^ LEU ^ 



-14.348 3.868 



9.509 
10.654 



00 
.00 



17.10 
16.12 



_6 C_ 

6 C 



ATOM 6122 N THR C 



-18.986 3.536 - 



j..00 
1, 



17.50 
19.56 



_7 C_ 

6 C 



ATOM 6123 CA THRC 



-20.320 2.946 



-10.832 
-10.577 



.00 



20.30 
18.53 



ATOM 6124 C THR C 



ATOM 



ATOM 



-20.141 



ATOM 612 5_ 



THR C 



-19.033 



1.447 
0.948 



1.00 



6 C 



-10.781 1.00 



6126 CB THR C 



-20.952 



3.156 



ATOM 6127 OGl THR C 



-20.220 2,500 - 



12.222 
13.252 



1.00 18. gj" 



_8 C 



1.00 19.73 



8 



6128 



ATOM 6129 



CG2 
N 



THR C 



=^6.^43 4.636 -12.651 l.OO 17,76 6 C 



ALA C 



-21.206 0.732 



-10.211 
-9.926 



1.00 
1.00 



18.83 



J7 C_ 

6 C 



ATOM 6130 CA ALA C 



-21.092 -0.677 



18.27 
21.36 



ATOM 6131 C ALA C 



-22.428 
-23.487 



-1.363 -10.186 
-0.695 -10.170, 



1.00 
1.00 



23.29 



_6 C_ 

8 C 



ATOM 



ATOM 



6132 
6133" 



ALA C 



CB ALA C 



-20.738 -0.811 -8.426 
-22.378 -2.682 -10.248 



.00 
,00 



17,78 
21.37 
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ATOM 6134 N GLY C 



ATOM 



ATOM 



ATOM 



6135 CA GLY C 



6136 
"6137" 



GLY C 



-23.642 
-2^.602 



-3.422 -10.361 1.00 20.49 6 C 



GLY C 



"=25T55r 



.294 
-3.96^ 



-11.601 



-12.517 



1.00 
1.00 



19.46 
17.42 



ATOM 6138 N GLU C 



-24.405 -5.364 -11.516 1.00 18.65 



ATOM 6139 CA GLU C 



-12.691 

^25.861 -6.093 ^13.336, 



-24.480 -6.248 



1.00 



roo 



19.69 
20.70 



6 C 

6-_ C 



ATOM 6140 C GLU C 



00 20.60 8 C 



ATOM 



ATOM 



GLU C 



6142 CB GLU C 



-26.822 -5.810 
-24.265 -7.723 



-12.623 



-12.277 1.00 17.78 6 C 



ATOM 



ATOM . 

ATOFi 6145 OEl GLU C ^ 



6143 CG GLU C 



-22.788 -8.057-12,128 1.00 



614 4 CD GLU C 



8 



-22.125 • -7.388 -10-947 1 . uO 



19.36 
21.18 



6 C 



-^2.697 



ATOM 614 6 QE2 GLU C 8 



-21.012 - 



7.382 
6.856 



-9.848 
-11.076 



1.00 20.43 8 C 



1.00 24.29 
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ATOM 6147 N SER C 



ATOM 



6148 CA SER C 



ATOM 
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SER C 



-25.961 -6.368 -14.627 1 



-27.253 -6.312 -15.304 1 



00 
"00 



21.67 



22.77 



ATOM 



6150 



SER C 



-28.345 
-29.443 



-7.097 -14.561 
-6.538 -14.434_ 



1,00 22.14 



6 C 



1.00 21.16 



ATOM 
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6151 CB SER C 



-27.163 ^6.870 



6152 06 SER C 



-2^.422 -6.594 



-16.729 
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1.00 



6153 N HIS C 10 



-28.114 
-29.154 



-8.324 



-14.149 
■13.423 



1.00 
1.00 
1.00 
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23. 6i 
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-9.077 
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-28.801 -9.280 -11.945 
-29.316 -10.153 -ll.^gA/ 



1.00 21.82 
1.00 23.04 
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ra== FTcT — o HIS C — To -2 9.316 -10.153 -11.^4/ l .uu zj.vh o 
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ATOM 6lS9 NDl HIS C lo" 
ATOM 6160 CD2 HIS C 10 
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C 



-28.723 -10.5^4 -16.486 1.00 28.80 7 C 



-30.690 



9.602 -16,288 1.00 26.56 6 c" 



ATOM 



6161 CEl HIS C 10 



- 29.127 -10.216 -17.710 1.00 30>66 6 C 
-30.319 -9.637 -17.600 1.00 30^36_ 7 C 
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ILE C 
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19,550 18.864 -4.584 1.00 18.39 6 C 
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ATOM 



6238 CB ILE C 21 



-20.965 



1.00 



ATOM 



ATOM 



ATOM 



6239 CGI ILE C 21 



-21.002 16.108 -6.832 1.00 20.30 



6240 CG2 ILE C 21 



-22.025 18.215 -5.946 1.00 20.18" 



6241 CDl ILE C "21" 



-20.888 
-19.662 



16.775 - 



8.213 
4.931 



1.00 20.65 



7 C 



ATOM 



ATOM 



6242 W PRO C 22 



20.116 



1.00 20.84 



6243 CA PRO C 22 



19! 733 21.200 -3.953 1.00 20.24 



6C 
6 C 



ATOM 



6244 C PRO C 22 



-20,957 21.088 -3.032 1.00 19.27 



ATOM 



ATOM 



6245 O PRO C 22 



-22!007 20.633 -3.475 



624 6 CB PRO C 22 



-20.015 22.432 -4.801 



1.00 
1.00 



19.11 
20.11 



22!o69 -6.182 1.00 20. 9l" 



8 C 

"6~C" 



ATOM 



6247 CG PRO C IT 



-19.742 
-19.667 



6 C 



ATOM 



6248 CP PRO C IT 



20 . 596 -6.330 1.00 18.67 



ATOM 



6249 N ALA C 23 



-20.781 
-21.906 



21.454 
21.548 



-1.775 



1.00 
1.00 



19.80 



J7 

6 C 



ATOM 



ATOM 



6250 CA ALA C 23 



6251 C ALA C 23 



-22.855 22.635 



-0.834 
-1.340 



ALA C 2j -22.400 23.607 -1.964 



THfO 



18.30 



18.13 
17.06 



_6 C_ 

8 C 



ATOM 



6252 



1.00 
1.00 



ATOM, 



ATOM 



ATOM, 



ATOM 



6253 CB ALA C 23 



-21.312 22.001 0.513 



ATOM 6254 



GLY C 24 



-24.154 22.493 -1.063 1.00 



17.41 
20.31 



6255 CA GLY C 24 



-25.142 23.508 -1.365 1.00 19.38 



7 C 

"T^C" 



6256 C GLY C 24 



-25.748 23.413 -2.736 1.00 22.72 



6257 



GLY C 



24 



-26.449 



24.354 
22.340 



-3.081 
-3.493 



1.00 21.50 



_6 C. 

8 C 



ATOM 



ATOM 



6258 N LEO C 



-25.576 



6259 CA LEU C 25 



-26.254 



22.247 
21.693 



-4.792 



•4.631. 
-4.142 



1.00 
1.00 



20.15 



21.42 



6 C 

1— C" 



ATOM 



ATOM 



ATOM 



6260 
6261 



LEO C 



LEO C 



25 
25 



-27. 650 



1.00 23.03 



-27.726 20.563 



6262 CB LEO C 25 



-25.466 21.269 -5.686 1 . 0 O" 



1.00 21.50 



20.72 
22.25 



8 C 

T~C" 



"g~C" 



ATOM 



6263 CG LEO C 25 



-26.044 20.941 -7.073 1.00 



ATOM 



6264 CDl LEU C 25 



-26.139 22.179 -7.979 1.00 20.35 



ATOM 



ATOM 



6265 CD2 LEU C 25_ 



6266 N PRO C 26 



-25.220 
-28.726 



19.856 
22.411 



-7.736 1.00 18.67 



-4.965 1.00 24.59 



6 C 



ATOM 



6267 CA PRO C 26 



-30.079 21.871 -4.941 1.00 23.76 



ATOM 



6268 



PRO C 26 



-30.180 
-29.728 



20.650 -5.845 1.00 23.86 



6 C 
8 C 



ATOM 



ATOM 



6269 



PRO C 



6270 CB PRO C 



26 



-^0.^47 
-30.6&i 



20.635 
"^3.01^ 



-7.004 1.00 



-5.479 1.00 



23.41 
25.16 



24.243 -5.263 1.00 25.81 



"g~c" 

6 C 



6271 CG PRO C 26 



ATOM 



6272 CD PRO C 26 



-28.667 
-30.688 



23.788 -5.493 1.00 23.82 



_6 C_ 

7 C 



ATOM 6273 N LEU C 27 



ATOM 



6274 CA LEU C 27 



-30.674 
-31.760 



19.537 -5.335 1.00 22.22 



18.232 
17.319 



-5.987 1.00 22.11 



_6 C_ 

6 C 



_C 

jO 
_C 

_c 

jC 
_C 
_N 
_C 
_C 

_o 
_c 
_o 
c 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



6275 



LEU C 27 



-5.481 



627 6 O LEU C 27 



-31.872 17.118 -4.284"" 



1.00 
TTOO 



20.97 
20.13 



6277 CB LEO C 



6278 CG LEO C 



27 



-29.295 



6279 CDl LEO C "ST" 



-29.141 
-29.200 



17.554 

"16.179 



-5.739 
-6.403 



1.00 



1.00 



22.97 
24.33 



T""C" 



16.236 -7.937 1.00 



6280 CD2 LEU C 27 



-27.831 15.493 -5.997 1.00 



24.82 
22.94 



"(5~c" 



6 C 



6 C 



6281 N THR C 



ATOM 6282 CA THR C 



28 



-32.588 



-33.736 
-33.747 



16.751 
15.961 



-6.356 1.00 24.34 



-5.934 1.00 24.03 



_6 C^ 

6 C 



ATOM 



6283 C 



THR C 28 



14.657 



"6.720 
^7.736 



1.00 23.46 



ATOM 



6284 



THR C 28 



-33.0^9 14.613 



-35^078 16.641 -6.243 iJOO 



1.00 24,17 



_8 C_ 

6 C 



ATOM 



6285 CB THR C 



28 



24.56 
24.66 



ATOM 6286 OGl THR C 



-35.185 16,897 



-7.649 
-5.534 



1.00 



1.00 24.44 



_B C_ 

6 C 



ATOM 6287 C62 THR C 



ATOM 



ATOM 



ATOM 



6288 



ATOM 6289, 



W ALA C 
CA ALA C 



IT 

"2r 



-35.293 17.973 



-34.467 



6290 C ALA C 



29 
TT 



-34.543 



13.664 
12.399 



-6.244 1.00 



-6.979 1.00 



23.23 
23.12 



6291 



ALA C 29 



-35.217 12.612 -8.321 1.00 22.61 



-34.606 12.041 -9.307 1.00 23.74 



6 C 



J C. 

6 C 



_C 
_C 

-2 

-£ 
ji 

-£ 
_c 

-9 
_c 

-£ 
_c 

-2 
_^ 
Ji 
jc 

JC 

_o 
c 
c 

_0 
_0 
N 

c 
c 



ATOM 



ATOM 



6292 CB ALA C 29 



-35-319 11.403 -6.112 1.00 24.20 



6293 N GLD C 30, 



-36.132 
-36,738 



13.580 



-8.438 
-i.732 



1.00 26.00 



7 C_ 

6 C 



ATOM 



6294 CA GLU C 



30 



13.881 



>3s!^86 14.459 -l6.^7^ 



1.00 

TTTJO 



28.07 
27. i2 



ATOM 



ATOM 



ATOM 



ATOM 



6295 C 



GLD C 



6 C 



6296 O GLD C 30 



-35.801 



6297 CB GLU C 30 



6298 CG GLD C 30 



-37.914 



14.215 
14.859 



-11.876 1.00 26.61 



8 



-9.651 1.00 30.68 6 C 



-38.534 
-39.243 



15.228 -10.992 1.00 



34.29 
38.10 



J C_ 

6 C 



ATOM 



ATOM 



6299 CD GLD C 30 



14.153 -11.767 1.00 



ATOM 6300 OEl GLD C 30 



-39.574 14.374 -12.969 1.00 39.82 8 C 



6301 OE2 GLD C 30 



"-39.624 13.080 -11.219 1.00 39.93 



J C 

7 C 



ATOM 



ATOM 6302 N ASP C 31 
ATOM 6303 CA ASP C 31 
ATOM 6304 C ASP C 31 



-34.675 15.195 -10.205 1.00 27.24 



33^669 15.692 -11.174 1.00 25.61 6 C 
-33.002 14.512-11.884 1.00 25.57 6 C 



ATOM 6305 O ASP C 31 



6306 CB ASP C 31 



-32.630 
-^2.^14 



14.502 -13.084 1.00 



16.538 -10.487 1.00 



25.63 
25.06 



8 C 



ATOM 6307 CG ASP C 31 



-33.086 17.831 -9.871 1.00 26.10 



6 C 



6 C 

_8 C 



ATOM 6308 ODl ASP C 31 



-33.930 18.496 -10.564 1.00 25.13 



ATOM 6309 OD2 ASP C 31 

ATOM 6310 W ILE C 32 

ATOM 6311 CA ILE C 32 

ATOM ^312 C ILE C 32 



-32.614 
-32.855_ 
-32.209";; 
-33.197 



18.205 -8.766 1.00 21.78 8 C 



13.429 
12.239 



-11.146 1.00 22.77 



11.425 



-11.709 
-12.540 



1.00 23.20 



7 C 

"g— C" 



1.00 24.54 6 C 
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ATOM 


6313 


O ILE C 


32 


-32.898 


10.964 -13.638 


1 f\f\ on 

l.QU 21.43 


8 C 




ATOM 


6314 


CB ILE C 


32 


-31.676 


11.371 -10.5/1 


l.UO 23.06 


6 C 




ATOM 


6315 


CGIAILE C 


32 


-31.002 


12.264 -9.510 


0.50 22.45 


6 C 




ATOM 


6316 


CGIBILE C 


32 


-30.658 


12.178 -9.74J 


0 . 50 24 . 71 


6 C 


C 


ATOM 


6317 


CG2AILE C 


32 


-30.701 


10.298 -11.02b 


0.50 22 . 38 


6 C 


C 


ATOM 


6318 


CG2BILE C 


32 


-31.003 


10.115 -11.121 


0 . 50 23 . 65 


6 C 


C 


ATOM 


6319 


CDIAILE C 


32 


-29.662 


12.857 -9.868 


0.50 19.21 


6 C 


C 


ATOM 


6320 


CDIBILE C 


32 


-30.259 


XI. 309 -8.568 


0.50 25.06 


6 C 


C 


ATOM 


6321 


N ASH C 


33 


-34.374 


11.221 -11.934 


1.00 25.03 


7 C 


N 


ATOM 


6322 


CA ASM C 


33 


-35.379 


10.363 -12.564 


1.00 26.80 


6 C 


C 


ATOM 


6323 


C ASM C 


33 


-35.793 


10.786 -13.956 


1.00 26.67 


6 C 


C 


ATOM 


6324 


0 ASH C 


33 


-35.932 


9.950 -14.853 


1.00 27.27 


8 C 


0 


ATOM 


6325 


CB ASN C 


33 


-36.619 


10.286 -11.654 


1.00 26.81 


6 C 


• C 


ATOM 


6326 


CG ASN C 


33 


-36.351 


9.538 -10.371 


1.00 26.28 


6 C 


C 


ATOM 


6327 


ODl ASN C 


33 


-37.160 


9.622 -9.422 


1.00 28.36 


8 C 


0 


ATOM 


6328 


ND2 ASN C 


33 


-35.229 


8.856 -10.269 


1.00 23.70 


7 C 


N 


ATOM 


6329 


N GLU C 


34 


-35.741 


12.088 -14.194 


1.00 28.57 


7 C 


N 


ATOM 


6330 


CA - GLU C 


34 


-36.165 


12.566 -15.515 


1.00 30.70 


6 C 


C 


ATOM 


6331 


C GLU C 


34 


-35.241 


11.979 -16.568 


1.00 29.36 


6 C 


C 


ATOM 


6332 


O GLU C 


34 


-35.709 


11.490 -17.614 


1.00 24.82 


8 C 


0 


ATOM 


6333 


CB GLU C 


34 


-36.231 


14.088 -15.545 


1.00 37.87 


6 C 


c 


ATOM 


6334 


CG GLO C 


34 


-36.303 


14.679 -16.956 


1.00 44.98 


6 C 


c 


ATOM 


6335 


CD GLU C 


34 


-36.091 


16.183 -16.990 


1.00 50.17 


6 C 


c 


ATOM 


6336 


OEl GLU C 


34 


-36.372 


16.849 -15.958 


1.00 52.69 


8 C 


0 


ATOM 


6337 


OE2 GLU C 


34 


-35.648 


16.716 -18.042 


1.00 52.90 


8 C 


0 


ATOM 


6338 


N ASP C 


35 


-33.928 


12.021 -16.280 


1.00 26.27 


7 C 


N 


ATOM 


6339 


CA ASP C 


35 


-32.955 


11.479 -17.215 


1.00 25.33 


6 C 


C 


ATOM 


6340 


C ASP C 


35 


-32.981 


9.969 -17.214 


1.00 23.75 


6 C 


C 


ATOM 


6341 


O ASP C 


35 


-32.729 


9.394 -18.273 


1.00 23.63 


8 C 


0 


ATOM 


6342 


CB ASP C 


35 


■■ -31.536 


11.993 -16.901 


1.00 27.00 


6 C 


• c 


ATOM 


6343 


CG ASP C 


35 


-31.363 


13.441 -17.334 


1.00 28.50 


6 C 


C 


ATOM 


6344 


ODl ASP C 


35 


-32^265 


13.918 -18.059 


1.00 28.14 


8 C 


0 


ATOM 


634 5 


0D2 ASP C 


35 


-30,329 


14. b4^ -16.983 


1.00 27.10 


8 C 


0 


ATOM 


634 6 


N LEU C 


36 


-33.241 


9.302 -16.072 


1.00 23.90 


7 C 


N 


ATOM 


6347 


CA LEU C 


36 


-33.289 


7.832 -16.140 


1.00 22.70 


6 C 


C 


ATOM 


6348 


C LEU C 


36 


-34.387 


7.422 -17.133 


1.00 24.28 


6 C 


C 


ATOM 


6349 


O LEU C 


36 


-34.363 


6.439 -17.876 


1.00 24.03 


8 C 


0 


ATOM 


6350 


CB LEU C 


3^ 


-33.572 


7.235 -14.738 


1.00 20.78 


6 C 


C 


ATOM 


6351 


CG LEU C 


3T" 


-32,418 


7.535 -13.748 


1.00 20.70 


6 C 


C 


ATOM 


6352 


CDl LEU C 


36 


-32.698 


6.972 -12.369 


1.00 21.84 


6 C 


c 


ATOM 


6353 


CD2 LEU C 


36 


-31.092 


7.052 -14.302 


1.00 17.55 


6 C 


c 


ATOM 


6354 


N ARG C 


37 


-3^.516 


8.113 -17.043 


1.00 25.37 


7 C 


N 


ATOM 


6355 


CA ARG C 


37 


-36.662 


7.835 -17.923 


1.00 28.06 


6 C 


C 


ATOM 


6356 


C ARG C 


37 


-36.289 


8.004 -19.394 


1.00 26.46 


6 C 


C 


ATOM 


6357 


O ARG C 


37 


-36.596 


7.150 -20.217 


1.00 24.42 


8 C 


0 


ATOM 


6358 


CB ARG C 


37 


-37.825 


8.765 -17.595 


1.00 31.77 


6 C 


c 


ATOM 


6359 


CG ARG C 


37 


-38.532 


8.523 -16.277 


1.00 .37.81 


6 C 


c 


ATOM 


6360 


CD ARG C 


37 


-39.934 


9.142 -16.358 


1.00 42.68 


6 C 


c 


ATOM 


6361 


NE ARG C 


37 


-39.893 


10.602 -16.246 


1.00 46.44 


7 C 


N 


ATOM 


6362 


CZ ARG C 


37 


-39.674 


11.301 -15.128 


1.00 48.01 


6 C 


• C 


ATOM 


63^3 


NHl ARG C 


37 


-39.678 


12.630 -15.163 


1.00 48.56 


7 C 


N 


ATOM 


6364 


NH2 ARG C 


37 


-39.462 


10.687 -13.971 


1.00 47,75 


7 C 


H 


ATOM 


6365 


N ARG C 


38 


-35.604 


9.069 -19.746 


1.00 25.98 


7 C 


N 


ATOM 


6366 


CA ARG C 


38 


-35.193 


9,312 -21.117 


1.00 26.77 


6 C 


C 


ATOM 


6367 


C ARG C 


38 


-34.324 


8,152 -21,584 


1.00 28.17 


6 C 


C 


ATOM 


6368 


O ARG C 


38 


-34.519 


7.649 -22.710 


1.00 26.00 


8 C 


0 


ATOM 


63^9 


CB ARG C 


38 


-34.498 


10.667 -21.257 


1.00 28.28 


6 C 


C 


ATOM 


6370 


CG ARG C 


38 


-35.382 


11.892 -20.992 


1.00 31.14 


6 C 


c 


ATOM 


6371 


CD ARG C 


38 


-34.578 


13:i84 -20.891 


1.00 30.21 


6 C 


c 


ATOM 


637i 


NE ARG C 


38 


-33.917 


13.583 -22.128 


1.00 33.03 


7 C 


N 


ATOM 


6373 


CZ ARG C 


38 


-32.902 


14.398 -22.368 


1.00 32.68 


6 C 


c 


ATOM 


6374 


NHl ARG C 


38 


-32.464 


14.644 -23,606 


1.00 33.34 


7 C 


N 


ATOM 


6375 


NH2 ARG C 


38 


-32.218 


14.935 -21.366 


1.00 32.29 


7 C 


N 


ATOM 


6376 


N ARG C 


39 


-33.392 


7.699 -20.719 


1.00 25.15 


7 C 


N ' 


ATOM 


6377 


CA ARG C 


39 


-32.460 


6.657 -21.090 


1.00 23.80 


6 C 


C 


ATOM 


6378 


C ARG C 


39 


-33.133 


5.350 -21.443 


1.00 23.98 


6 C 


C 


ATOM 


6379 


O ARG C 


39 


-32.627 


4.513 -22.173 


1.00 25.09 


8 C 


0 


ATOM 


6380 


CB ARG C 




— J X « ^ O w 


6 373 -19 998 


1.00 22.36 


6 C 


C 


ATOM 


6381 


CG ARG C 


39 


-30.223 


5.629 -20.353 


1.00 21.13 


6 C 


c 


ATOM 


638^ 


CD ARG C 


39 


-29.516 


4.994 -19.109 


1.00 21.69 


i C 


c 


ATOM 


6:^83 


NE ARG C 


39 


-30.474 


3.983 -18.652 


1.00 20.54 


7 C 


N 


ATOM 


6384 


CZ ARG C 


39 


-30.520 


2.751 -19.126 


' 1.00 21.37 


6 C 


c 


ATOM 


6385 


NHl ARG C 


39 


-29.633 


2.309 -19.995 


1.00 21.38 


7 C 


N 


ATOM 


6386 


NH2 ARG C 


39 


-31.433 


1.880 -18.704 


1.00 20.73 


7 C 


N 


ATOM 


6387 


N GLN C 


40 


-34.302 


5.117 -20.839 


1.00 24.81 


7 C 


H 


ATOM 


6388 


CA GLN C 


40 


-35.039 


3.888 -21.056 


1.00 26.17 


6 C 


c 


ATOM 


6389 


C GLN C 


40 


-35.821 


3,943 -22.372 


1.00 27.90 


6 C 


c 


ATOM 


6390 


O GLN C 


40 


-36.228 


.2.881 -22.833 


1.00 29.23 


8 C 


0 


ATOM 


6391 


CB GLN C 


40 


-36.030 


3.667 -19.880 


1.00 26. 3U 


6 C 


c 
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ATOM 


6392 


CG 


GX«N C 


40 


-35.318 


3.263 - 


18.590 


1.00 25.17 


6 C 


C 


ATOM 


6393 


CD 


GLN C 


40 


-36.322 


2.648 - 


17,643 


1,00 27.28 


6 C 


C 


ATOM 


6394 


OEl 


GLN C 


40 


-36.787 


3.234 - 


16.663 


1.00 27.94 


8 C 


0 


ATOM 


6395 


NR? 


GLH C 


40 


-36.699 


1.404 - 


17,955 


1.00 29.39 


7 C 


N 


ATOM 


6396 


H 


GLY C 


41 


-36.051 


5.125 - 


22.927 


1.00 26.61 


7 C 


M 


21 TOM 


6397 


CA 


GLY C 


41 


-36.881 


5.254 - 


24.109 


1.00 28.45 


6 C 


C 


ATOM 


6398 


c 


GLY C 


41 


-36.189 


5.146 - 


25,455 


1.00 29.06 


6 C 


C 




6399 


0 


GLY C 


41 


-35.029 


4.729 - 


25.598 


1.00 28.86 


8 C 


0 


ATOM 


6400 


N 


GLY C 


42 


-36.941 


5.560 - 


26.493 


1.00 27.06 


7 C 


N 




6401 


CA 


GLY C 


-4=2 — 


-36.450 


5.495 - 


27.859 


1.00 27.75 


6 C 


C 


ATOM 


6402 


c 


GLY C 


42 


-37.lii 


4.334 - 


28.614 


1.00 28.70 


6 C 


c 


nlV/n 


6403 


o 


GLY C 


42 


-37.056 


3.172 - 


•28,194 


1.00 26.95 


8 C 


0 




6404 


N 


TYR C 


43 


-37.752 


4.657 - 


'29,757 


1.00 27.02 


7 C 


N 


ATun 


6405 


CA 


TYR *C 


43 


-38.301 


3.595 - 


•30.597 


1.00 26,57 


6 C 


c 




6406 


c 


TYR C 


43 


-37.310 


2.497 - 


30.924 


1,00 26.52 


6 C 


c 


Ai wn 


6407 


0 


TYR C 


43 . 


-36.223 


2.744 - 


-31.439 


1.00 25.55 


8 C 


0 




6408 


CB 


TYR C 


43 


-38.831 


4.167 - 


-31.914 


1.00 27.79 


d C 


c 


TVmM 

Aivin 


6409 


CG 


TYR C 


43 


-39.7Si 


3.196 - 


-32.668 


1.00 31.86 


6 C 


c 


Aiun 


6410 


CDl 


TYR C 


43 


-41. 06^ 


3.055 - 


-32.243 


1.00 33.11 


6 C 


c 


AlwR 


6411 


CD2 


TYR C 


43 


-39.311 


2.451 • 


■33.742 


1.00 31.60 


^ C 


c 


ATOM 




CEl 


TYR C 


43 


-41 . 920 


2,205 ■ 


-32.921 


1.00 33.72 


6 C 


c 




OH 


CE2 


TYR C 


43 " 


-4.0.153 


1.580 - 


-34.415 


1.00 32-25 


^ C 


c 


ATOM 




CZ 


TYR C 


43 


-41.472 


1.472 ■ 


-33,997. 


1.00 33.62 


6 C 


c 


ATOM 




OH 


TYR C 


43 


-42.348 


0.614 ■ 


-34.632 


1.00 31.30 


8 C 


o 


ATOM 




N 


GLY C 


44 


-37 . 679 


1.216 ■ 


-30.743 


1.00 27.19 


7 C 


H 


ATOM 




CA 


GLY C 


44 


-3^.753 


0.138 ■ 


-31.057 


1.00 29.65 


i C 


c 


ATOM 


xo 


Q 


GLY C 


44 


-36.252 


-0.603 


-29.823 


1.00 32.06 


6 C 


c 


ATOM 




Q 


GLY C 


44 


-35.708 


-1.683 


-29.973 


1.00 33.39 


8 C 


0. 


ATOM 




Vi 


ARG C 


45 


-36. 441 


-0.072 


-28, 615 


1.00 33.19 


7 C 


M 


ATOM 


04 £x 


CA 


ARG C 


45 


-36. 041 


-0.771 


-27.405 


1.00 33.64 


6 C 


c 


ATOM 


Dm 


Q 


ARG C 


45 


-37 ,270 


-1. 487 


-26.821 


1.00 36.91 


^ C 


c 


ATOM 




r\ 
\J 


ARG C 


45 


-38 .338 


-0.864 


-26.743 


1.00 38.02 


8 C 


0 


ATOM 




CB 


ARG C 


45 


-35 .499 


0, 144 


-26.307 


1.00 32.80 


6 C 


c 


ATOM 




CG 


ARG C 


45 


-34 . 347 


1.041 


-26.^63 


1.66 32.40 


6 C 


c 


ATOM 






ARG C 


45 


-33 . 587 


1 . 531 


-25.429 


"1.00 3i.i^ 


6 C 


c 


ATOM 


^A 91 


MP 
sib 


ARG C 


45 


-32 .716 


0. 481 


-24.954 


1.00 31.10 


7 C 


M 


ATOM 


04 ^ w 
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ATOM 6471 CA GLO C 52 -37.547 -1.729 -15>303 1>00 30,20 6 C C 

ATOM — 6472 C GLU C 52 -38.297 -0.405 -15.291 1.00 29.55 6 C C 

Kf^r~ 6473 O GLU C 52 -38.720 0.086 -16.344 1.00 28.09 8 C O 

ATOM 6474 CB GLO C 52 -36.073 -1.488 -15.708 1.00 29 .84 6 C C 

ATOM 6475 CG GLO C 52 -35.233 -2.747 '15 .677 1.00 30,49 6 C C 

ATW^ 6476 CD GLO C 52 -35.120 -3.465 -14.352 1.00 31.86 6 C C 

ATOmT" 6477 OEl GLU C 52 -34.575 -4.609 -14.305 1.00 32.23 8 C O 

ATOgj 6478 0E2 GLO C 52 -35.541 -2.923 -13.311 1.00 29.73 8 C O 

MO^ 6479 N ASN C 53 -38.322 0.226 -14.150 1.00 28.57 7 C N 

ATOM 6480 CA ASH C 53 -38.870 1.565 -13.957 1.00 31.32 6 C C 

A TOM 6481 C ASN C 53 -37.809 2.284 -13.120 1.00 29.37 6 C C 

ATOM 6482 O ASNC 53 -37.841 2.414 -11.909 1.00 27.60 8 C O 

ATOCT^ 6483 CB ASN C 53 -40.233 1.546 -13.299 1.00 33.10 6 <: ■ C 

AfOM~ 6484 CG ASN C 53 -40.736 2.889 -12.848 1.00 36.79 6 C C 

AT^r^ 6485 ODl ASN C 53 -41.553 2.888 -11.907 1.00 39.22 8 C O 

AT^i 64 86 ND2 ASN C 53 -40.288 3.989 -13.446 1.00 36.83 7 C W 

ATOM 648^ W ASP C 54 -3^.778 2.726 -13.827 1.00 27.00 7 C N ' 

A TOFT" 6488 CA ASP C 54 -35.579 3.221 -13.204 1.00 25.34 6 C C 

ATOM 648^ C ASP C 54 -35.787 4.500 -12.400 1.00 25.30 6 C C 

ATOFT" 6490 O ASP C 54 -36.077 5.545 -12.977 1.00 24.03 8 C 6 

ATO M^ 6491 CB ASP C 54 -34.499 3.349 -14.284 1.00 25.44 6 C C 

ATOM 6492 CG ASP C 54 -33.889 2.094 -14.824 1.00 23.52 6 C C 

ATOM 6493 ODl ASP C 54 -33.985 1.013 -14.233 1.00 21.54 8 0 O 

ATOM^ 6494 OD2 ASP C 54 -33.222 2.152 -15,897 1.00 23.98 8 C O 

atom' 6495 W GLN C 55 -35.623 4.419 -11.069 1.00 23.02 7 C H 

ATCTT" ^4^6 CA GLN C 55 -35.642 5.646 -10.281 1.00 25.68 6 C C 

ATOM 6497 C GLN C 55 -34.559 5.573 -9.189 1.00 24.88 6 C C 

ATOM ^498 O GLN C SS -34.279 4.492 -8.691 1.00 22.92 8 C O 

A rm" 6499 CB GLN C .55 -36.944 6.052 -9.687 1.00 30.21 6 C C 

atom" 6500 CG GLN C 55 -37.993 5.110 -9.220 1.00 35.87 6 C C 

ATOM 6501 CD GLN C 55 -39,404 5.709 -9.321 1.00 39.54 6 C C • 

ATOM~ 6502 OEl GLN C 55 -39.754 6.541 -10,174 1.00 42.55 8 C O 

ATOFT^ 6503 NE2 GLN C 55 -40.272 5.296 -8.421 1.00 38,92 7 C N 

atom" 6504 N VAL C 56 -34.089 6.764 -8,787 1.00 23.09. 7 C N 

atom" 6505 CA VAL C 56 -32.962 6.706 -7.833 1.00 24.48 6 C C 

ATOFT 650^ C VAL C 56 -33.376 6.737 -6.377 1.00 24.91 6 C C 

ATOM 6507 O VAL C 56 -34.444 7.262 -6.052 1.00 24.74 8 C O 

AfoiT' 6508 CB VAL C 56 -32.036 7.870 -8.189 1.00 23.74 6 C C 

ATORT 6509 CGI VAL C 56 -32,689 9.203 -7.853 1.00 24.80 6 C C 

ATOM 651 0 CG2 VAL C 56 -30.664 7,721 -7.574 1,00 24.52 6 C C 

AT^r' "6511 N VAL C 57 -3^.518 6.234 -5.506 1.00 23.12 7 C N 

ATOM 6512 CA VAL C 57 -^2.594 ^.308 -4.075 1.00 21.49 6 C C 

atom" 6513 C VAL C 57 -31.245 6.872 -3.562 1.00 23.56 6 C C 

ato m" 6514 O VAL C 57 ■ -30.200 6.283 -3.846 1.00 19.05 8 C O 

ATCTi" 6515 CB VAL C 57 -32.843 4.949 -3.416 1.00 24.60 6 C C 

ATOFT 6516 CGI VAL C 57 -32.893 5.082 -1.900 1.00 25.25 6 C C 

atom" 6517 CG2 VAL C 57 -34.196 4.349 -3.880 1.00 24.63 6 C C 

ATOM 6518 N PHE C 58 -31.298 8.067 -2.943 1,00 21,51 7 C N . 

ato m" 6519 CA PHE C 58 -30.102 8.630 -2.347 1.00 21.65 6 C C 

atom" 6520 C PHE C 58 -29.914 7,988 -0.961 1.00 20.40 6 C "C 

atom" 6521 O PHE C 58 -30.888 7.804 -0.221 1.00 18.44 8 C O 

ATOM 6522 CB PHE C ' 58 -30.174 10.134 -2.152 1.00 20.57 6 C C 

ATCTT" ^523 CG PHE C 58 -30.187 10.940 -3.435 1.00 21.36 6 0 C 

ATOgF 6524 CDl PHE C 58 -29.086 10.973 -4.274 1.00 20.39 6 C C 

ATOiT" 6525 CD2 PHE C 58 -31.301 11.714 -3.733 1.00 21.17 6 C C 

atom"" 6526 CEl PHE C 58 -29,124 11.750 -5.414 1.00 23.16 6 C C 

ATOM^ 6527 CE2 PHE C 58 -31,347 12.492 -4.869 1.00 22.50 6 0 C 

•ATM 6528 CZ PHE C 58 -30.242 12.511 -5.725 1.00 23.34 6 C C 

ATOM' 6529 N THRO 59 -28.664 7.785 -0.592 1.00 20.82 7 C "k 

AT<»4 6^30 CA THRO 59 -28.394 7.171 0.750 1.00 19.69 6 C C 

MM 6531 C THR C 5^ -27,259 7.890 1.415 1.00 20.15 6 C C 

AT^T" 6532 O THR C -26.903 7.^40 2.568 1.00 19.59 8 C O 

ATOM 6533 CB THR C 59 -28.280 5.734 0.249 1.00 22.16 6 C C 

atom" 6534 OGl THR C 59 -29.206 4.819 0.853 1.00 26,84 8 0 O 

atom"" 6^35 CG2 THR C 59 -26.901 5.213 0.026 .1.00 16.34 6 C C 

ATOM~ 6536 N SER C 60 -26.656 8.895 0.752 1.00 18.39 7 C W 

ATOgT" 6537 CA SER C 60 -25.668 9.726 1.380 1.00 17.23 6 C C 

ATCTT" 6538 0 SER O 60 -25.484 11.017 0.557 1.00 19.32 6 C C 

A T^ 653^ O SER C ^6 -25.731 11.121 -0.657 1.00 16.82 8 C O 

AfOM~- 6540 CB SER C 60 -24.301 9.037 1.523 1.00 19.10 6 C C 

A TOFT 6541 OG SER C 60 -23.664 8.969 0.249 1.00 16,17 8 C "O 

A TOM 6542 N GLY C 61 -24.900 11.988 1.228 1.00 19.88 7 C N • 

ato m" 6543 CA GLY C 61 -24.494 13.277 0.690 1.00 18.86 6 0 0 

ATOFi~ 6544 C GLY C 61 -25.566 14.246 0.273 1.00 20.88 6 C 0 

AT^ 6545 O GLY C 61 -25.229 15.325 -0.267 1.00 21.76 8 0 O 

at om" 6546 N VAL 0 62 -26.840 13.906 0.457 1.00 21.09 7 0 "n 

AtS T" ^547 CA VAL 0 62 -27.921 14.840 0.050 1.00 19.39 6 C C 

ATOM 6548 C VAL C -28.806 15.040 1.283 1.00 20.15 6 C C 

ATOM 654& O VAL O 62 -29.248 14.025 1.834 1.00 19.10 8 0 O 
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-34.725 


-9.236 


—12 . 187 


1 nn "3 0 /i 
1 . 00 Jo, J*i 


c 

D 


c 


r* 

\* 


ATOM 


6686 


0 


ASP C 


80 


-34 . 728 


-10. 417 


. 0 ceo 
-12 • 559 


1 . 00 35 . 12 


Q 


c 


f\ 
u 


ATOM 


6687 


CB 


ASP C 


80 


-34 . 645 


-7 . 942 


-14. 323 


1 . OU Of. 10 


0 


c 


v# 


ATOM 


6688 


CG 


ASP C 


80 


-34 . 902 


-9. 023 


-15 . 362 


n nn "to c*i 
1 . 00 Oa . 5 / 


D 


c 




ATOM 


6689 


ODl 


ASP C 


80 


-34 ,012 


-9. 365 


-16. 166 


1 nn o"7 1 ^ 
1.00 37 .13 




c 




ATOM 


6690 


OD2 


ASP C 


80 


-36.036 


-9. 558 


-15 . 371 


1 nn '3 0 >i d 
1 • 00 Jo • 4 7 


0 
0 


c 


f\ 
\J 


ATOM 


6691 


N 


HIS C 


81 


-34 .030 


-8. 833 


-11 . 118 


1 nn "HA 00 
1 . 00 J4 , 00 


/ 


c 


N 


ATOM 


6692 


CA 


HIS C 


81 


-33. 198 


-9.700 


-10 . 309 


1 nn 

1 . 00 J J . J7 


D 




\0 


ATOM 


6693 


C 


HIS C 


81 


-33.965 


-10. 855 


-9. 651 


1 nn ^ c 10 
1 . 00 >35 • 1^ 


0 


c 




ATOM 


6694 


o 


HIS C 


81 


-33.43"^ 


-11 . 915 


-9. 295 


1 nn 01 A "a 
1 • UU 3 1 . 4 J 


Q 


c 


f\ 
\J 


ATOM 


6695 


CB 


HIS C 


81 


-32. 451 


-8 . 897 


-9.225 




0 


c 


c 


ATOM 


6696 


CG 


HIS C 


81 


—31 . 527 


— y . J. 


—8 . 389 


1 00 27 12 


5 


Q 


c 


ATOM 


6697 


HDl 


HIS C 


81 


-30.417 


-10.348 


-8.912 


1.00 26.36 


7 


c 


M 


ATOM 


6698 


CD2 


HIS C 


81 


-31-541 


-10.051 


-7.078 


1.00 26.65 


6 


c 


c 


ATOM 


6699 


CEl 


HIS C 


81 


-29.793 


-11.037 


-7.975 


1.00 26.98 


6 


c 


c 


ATOM 


6700 


ME2 


HIS C 


81 


-30.4 60 


-10.866 


-6.856 


1.00 27.43 


7 


c 


N 


ATOM 


6701 


N 


GLM C 


82 


-35.251 


-10.589 


-9.461 


1.00 36.89 


7 


c 


M 


ATOM 


6702 


CA 


GLK C 


82 


-3^.149 


-11.565 


-8.877 


1,00 40,72 


6 


c 


C 


ATOM 


6703 


C 


GLM C 


82 


-36.145 


-12.842 


-9.714 


1.00 40.72 


6 


c 


C 


ATOM 


6704 


0 


GLM C 


82 


-36.390 


-13.938 


-9.212 


1.00 40,11 


8 


c 


0 


ATOM 


6705 


CB 


GLM C 


82 


-37.544 


-10.933 


-8.725 


1.00 42.40 


6 


c 


C 


ATOM 


^IQi 


CG 


GLM C 


82 


-37.608 


-9.766 


-7.735 


1.00 46.23 


6 


c 


C 


ATOM 


6707 


CD 


GLM C 


82 


-36.741 


-9,992 


-6-506 


1.00 48.62 


6 


c 


c 
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ATOM 


6708 


OEl 


GLN C 


82 


-35.672 


-9.390 


-6.285 


1.00 50. 4Z 


8 


C 


r\ 
\J 


ATOM 


6709 


NE2 


GLN C 


82 


-37.142 -10.979 


-i.713 


1.00 48.23 


7 


C 


\3 
N 


ATOM 


6710 


N 


LYS C 


S3 


-35,812 - 


12.709 - 


10.987 


1.00 41.48 


7 


c 


N 


ATOM 


6711 


CA 


LYS C 


83 


-35.790 - 


•13.873 - 


11.880 


1,00 42.77 


6 


c 


V* 


ATOM 


6712 


C 


LYS C 


83 


-^34.403 -14.506 - 


11.933 


1 . 00 42.59 


—z — 

o 


c 


\^ 


ATOM 


6713 


0 


LYS C 


83 


-34.185 -15.443 -12.705 


1 • 00 43.66 


o 


c 


f\ 
V 


ATOM 


6714 


CB 


LYS C 


83 


-36.215 - 


•13.444 -13.284 


1.00 44.99 


o 


c 


r» 

L. 


ATOM 


6715 


CG 


LYS C 


83 


-37.564 - 


•12.741 - 


13.392 


1.00 48.87 


6 


c 




ATOM 


6716 


CD 


LYS C 


83 


-38.726 - 


-13.665 -13.049 


1.00 50.38 


6 


c 


c 


ATOM 


6717 


CE 


LYS C 


83 


-40.061 - 


-12.944 - 


•12.969 


1.00 51.31 


6 


c 


c 


ATOM 


6718 


NZ 


LYS C 


83 


-40.704 • 


-12.747 - 


-14.296 


1.00 51.26 


7 


c 


N 


ATOM 


6719 


N 


TRP C 


84 


-33.466 ■ 


-14.033 -11.109 


1.00 38.52 


7 


c 


M 


ATOM 


6720 


CA 


TRP C 


64 


-32.085 -14.466 - 


-11.132 


1.00 35,83 


6 


c 


c 


ATOM 


6721 


C 


TRP C 


84 


-31.471 • 


-14.637 


-9.752 


1.00 33.60 


6 


c 


• c 


ATOM 


6722 


O 


TRP C 


64 


-30.236 • 


-14.597 


-9.605 


1.00 32.01 


8 


c 


o 


ATOM 


6723 


CB 


TRP C 


64 


-31.224 ' 


-13.384 - 


-11.845 


1.00 34.71 


6 


c 


c 


ATOM 


6724 


CG 


TRP C 


84 


-31.593 - 


-13.087 - 


-13.259 


1.00 33.07 


6 


c 


c 


ATOM 


"^725 


CDl 


TRP C 


84 


-32.610 ■ 


-12.294 • 


-13.704 


1.00 32.88 


6 


c 


c 


ATOM 


6726 


CD2 


TRP C 


84 


-30.929 


-13.566 - 


-14.445 


1.00 31.79 


6 


c 


c 


ATOM 


6727 


NEl 


TRP C 


84 


-32.613 


-12.245 • 


-15.074 


1.00 31.92 


7 


c 


H 


ATOM 


6728 


CE2 


TRP C 


84 


-31.605 


-13.032 • 


-15.555 


1.00 30.69 


6 


c 


c • 


ATOM 


6729 


CE3 


TRP C 


84 


-29.827 


-14.391 • 


-14.612 


1.00 30.43 


6 


c 


c 


ATOM 


6730 


CZ2 


TRP C 


84 


-31.219 


-13.300 • 


-16.660 


1.00 30.49 


6 


c 


c 


ATOM 


6731 


CZ3 


TRP C 


84 


-29. 437 


-14.659 -15.974 


1.00 30.10 


6 


c 


c 


ATOM 


6732 


CH2 


TRP C 


84 


-30. 141 


-14 . 121 ■ 


-17 . 064 


1.00 30.14 


6 


c 


c 


ATOM 


^•7:^3 


H 


LEU C 


85 


-32 .284 


-14 . 835 


-8 . 720 


1.00 33.35 


7 


c 


N 


ATOM 


6734 


CA 


LEO C 


85 


—31 .803 




-7 . 359 .• 


1.00 31,54 


6 


c 


c 


ATOM 


6735 


C 


LEU C 


85 


-30 .758 


-15 . 997 


-7 . 103 


1,00 31.94 


6 


c 


c 


ATOM 


6736 


o 


LEO C 


85 


-29. 890 


-15 . 918 


-6.231 


1,00 31.59 


8 


c 


o 


ATOM 


6737 


CB 


LEU C 


85 


-33 . 001 


-15 .263 


-6.433 


1.00 34.56 


6 


c 


c 


ATOM 


6738 


CG 


LEO C 


85 


-34 068 


-14 169 


-6.413 


1,00 35.25 


6 


c 


c 


ATOM 


6739 


CDl 


LEO C 


85 




^4 7562 


-5.536 


1.00 35.98 


6 


c 


c 


ATOM 


6740 


CD2 


LEO C 


85 


" -33.451 


-12 • 838 


"^b21 


1.00 36.30 


6 


c 


c 


ATOM ^ 


^741 


N 


ASP C 


86 


-30.835 


-17.073 


-7.885 


1.00 31.12 


7 


c 


N 


ATOM 


6742 


CA 


ASP C 


86 


-29.941 


-18.207 


-7.742 


1.00 31.12 


6 


c 


c 


ATOM 


6743 


C 


ASP C 


86 


-28. 697 


-18 .000 


-8. 596 


1.00 27,48 


6 


c 


c 


ATOM 


6744 


0 


ASP C 


86 


-27.570 


-17 . 947 


-8.106 


1.00 26.42 


8 


c 


0 


ATOM 


6745 


CB 


ASP C 


86 


-30. 667 


-19. 514 


-8.077 


1.00 34.01 


6 


c 


c 


ATOM 


6746 


CG 


ASP C 


86 


-31.367 


-19.522 


-9.423 


1.00 37.38 


6 


c 


c 


ATOM 


6747 


ODl 


ASP C 


86 


-31.642 


-18 . 459 


-10.058 


1.00 36.67 


8 


c 


o 


ATOM 


6748 


OD2 


ASP C 


66 


-31.670 


-20.681 


-9.838 


1.00 40.34 


8 


c 


o 


ATOM 


6749 


N. 


ILE C 


"81 


-28.889 


-17 .720 


-9.850 


1.00 27.81 


7 


c 


N 


ATOM 


6750 


CA 


ILE C 


87 


-27.849 


-17.522 


-10.840 


1.00 28.47 


6 


c 


c 


ATOM 


6751 


C 


ILE C 


87 


-26.877 


-16.411 


-10.437 


1.00 29,14 


6 


c 


c 


ATOM 


6752 


o 


ILE C 


87 


-25.669 


-16.563 


-10.586 


1,00 29.46 


8 


• c 


0 


ATOM 


6753" 


CB 


ILE C 


87 


-28.486 


-17.227 


-12.202 


1.00 28.41 


6 


c 


c 


ATOM 


6754 


CGI 


ILE C 


87 


-29.360 


-18.440 


-12.588 


1.00 30.39 


6 


c 


c 


ATOM 


6755 


CG2 


ILE C 


87 


-27.458 


-16.907 


-13.271 


1.00 27.60 


6 


c 


c 


ATOM 


6756 


CDl 


ILE C 


87 


-30.329 


-18.229 


-13.713 


1.00 29.38 


6 


c 


c 


ATOM 


em 


N 


MET C 


88 


-27.393 


-15.317 


-9.926 


1.00 28.74 


7 


c 


N 


ATOM 


67^8 


CA 


MET C 


88 


-26.616 


-14.141 


-9.577 


1.00 29.67 


6 


c 


c 


ATOM 


6759 


C 


MET C 


88 


-26.378 


-13.935 


-8.097 


1.00 29.82 


6 


c 


c 


ATOM 


6760 


0 


MET C 


88 


-25.818 


-12.916 


-7.664 


1.00 30.99 


8 


c 


o 


ATOM 


6761" 


CB 


MET C 


88 


-27.293 


-12.898 


-10.133 


1.00 28.37 


6 


c 


c 


ATOM 


6762 


CG 


MET C 


88 


-27.433 


-12.790 


-11.604 


1.00 28.19 


6 


c 


c 


ATOM 


6763 


SE 


MET C 


88 


-25.465 


-13.015 


-12.396 


1.00 43.26 


34 


c 


SE 


ATOM 


6764 


CE2 


: MET C 


88 


-25.023 


-10.929 


-11. 


1.00 28.85 


6 


c 


c 


ATOM 


67^^ 


M 


SER C 


89 


-26.614 


-14.951 


-7.297 


1.00 30,29 


7 


c 


N 


ATOM 


6766 


CA 


SER C 


89 


-26.362 


-14.945 


-5.870 


1.00 28.32 


o 


c 


c 


■ ATOM 


6767 


C 


SER C 


89 


-24.903 


-14.600 


-5.557 


1.00 29.05 


o 


c 


c 


ATOM 


6768 


0 


SER C 


89 


-23.987 


-15,206 


-6.140 


1.00 23.96 


8 


c 


o 


ATOM 


676§ 


CB 


SER C 


89 


-26,662 


-16.317 


-5.254 


1.00 29.83 


6 


c 


c 


ATOM 


6770 


OG 


SER C 


89 


-26.269 


-16.344 


-3.875 


1.00 31.76 


8 


c 


0 


ATOM 


6771 


N 


ALA C 


90 


-24.731 


-13.682 


-4.593 


1.00 28.47 


7 


c 


N 


ATOM 


6772 


CA 


ALA C 


90 


-23.363 


-13.405 


-4.122 


1.00 28.24 


b 


c 


C 


ATOM 


6773" 


C 


ALA C 


90 


-22.707 


-14.^04 


-3.4^4 


1.00 28.93 


b 


■■ c 


C 


ATOM 


6774 


O 


ALA C 


90 


-21.482 


-14.852 


-3.471 


1.00 26.80 


Q 
O 


c 


0 


ATm 


6775 


CB 


ALA C 


on 


-23.392 


-12.292 


-3.064 


1.00 27.92 


6 


c 


c 


ATOM 


^776 


M 


GLU C 


91 


-23.520 


-15.367 


-2.713 


1.00 30.30 


7 


c 


N 


ATOM 


6777 


CA 


GLD C 


91 


-22.928 


-16.508 


-2.010 


1.00 33,13 


6 


c 


C 


ATOM 


6778 


C 


GLU C 


91 


-23.004 


-17.801 


-2.797 


1,00 30.73 


6 


c 


C 


ATOM 


6779 


0 


GLU C 


91 


-23.740 


-17.878 


-3.751 


1.00 28.93 


8 


c 


O 


ATOM 


6780 


CB 


GLU C 




-23.525 


-16.715 


-0.636 


1.00 36.58 


6 


c 


c 


ATOM 


6781 


CG 


AGLU C 


91 


-25.008 


-17.016 


-0.639 


0.50 37.82 


6 


c 


c 


ATOM 


6782 


CG 


BGLU C 


91 


-25.041 


-16.765 


-0.647 


0.^6 38.32 


6 


c 


c 


ATOM 


6783 


CD 


AGLU C 


91 


-25.580 


-16,551 


0.701 


0.50 40.00 


6 


c 


c 


ATOM 


6784 


CD 


BGLU C 


91 


-25.630 


-15.497 


-0.051 


0.50 40.27 




c 


c 


ATOM 


6785 


• OEIAGLD C 


91 


-25.092 


-15.503 


1.191 


0.50 41.39 


8 


c 


0 


ATOM 


6766 


OEIBGLU C 


91 


-24.851 


-14.581 


0.274 


0.50 40.39 


8 


c 


o 
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ATOM 6787 OE2AGLO C 91 



-26.476 -17.255 

-26.869 -15.451 



1>193 
0.127 



_0.50 38.31 
0 



ATOM 6788 OE2BGLO C 



ATOM 



6789 H ASP C 



91 

"9r 



-22.200 -18.778 -2.444 



50 41.05 
1.00 32.48 



"6^ 



ATOM 



6790 CA ASP C 92 



"-2 2.099 -20.024 -3.189 1.00 36.82 
"-23.412 -20.820 -3.146 1.00 38.84* 6 C 



ATOM 



6791 C ASP C 92 



ATOM 



6792 



ASP C 92 



"-24.101 -20.76^ -2.119 1.00 37.35 8 C 



ATOM 6793 CB ASP C 92" 



-20.969 -20.908 
"-20.434 -21.912 



-2.626 
-3. 



J., 00 37 
1 



33 

00 36.80 



6 



ATOM 



6794 CG ASP C 92 



.623 



ATOM 



6795 ODl ASP C 92_ 



2o!841 -21.967 -4.798. 1.00 35.99 8 C 



ATOM 6796 0D2 ASP C 92 



19.544 -22.691 -3.233 1>00 37>74 8 C 



ATOM 



6797 W ILE C 93 _ 



-23.735 
-24.899 



-21.464 
-22.310 



-4.250 
-4.361 



1.00 40. oT 
1.00 44. 7r 



7 C 



_0 
^ 
_0 

_c 

-£ 

jz 

-£ 
_fi 
_c 

_c 

-2 
c 
c 
c 
o 

0 
N 

c 
c 
o 
c 
c 
o 
o 

N 
C 

c 

o 

c 

c 

c 

H 

c 

N 



ATOM 



6798 CA ILE C 93 



1.00 48.40 



ATOM 6799 C ILE C 93 



-24 .454 



ATOM 6800 O ILE C 93 



-23.267 
-25.962 



-23.729 
-24.020 



-4.754 
-4.871. 



1.00 46.46 



6 C 



21.844 -5.360 1.00 44.01 



Jl C, 

6 C 



ATOM 



6801 CB ILE C 93 



ATOM 



6802 CGI ILE C 93 



-25.401 -21.810 -6.780 1.00 42.05 



ATOM 



6803 CG2 ILE C 93 



ATOM 



6804 CDl ILE C 93 



-2 6.534 -20.493 -4.931 
-7.849 



-26.348 
-25.415 



-21.324 
-24.628 



1.00 44.42 
1.00 4^.4^ 



6 C 

"6"^ 



4.^14 1.00 4^.67 



ATOM 6805 N GLU C 94 



ATOM 



6806 CA GLU C 94 



ATOM 



ATOM 



6807 
6808 



GLU C 94 



-25-096 
-24.487 



-26.013 -5.280 1.00 60.20 



-2^.096 



GLU C 94 _ 



^25.083 -25.536 



-6.674 
-7.595 



1.00 62.0?" 
1.00 60.94 



6 C 



ATOM 



6809 CB GLU C 94_ 



-26.379 
-27.330 



-26.845 
-26.562 



-5.289 1.00 62.24 



8 C 

"g~c" 



ATOM 



6810 CG GLU C 94 



-4.150 1.00 65.24 



6 C_ 

6 C 



ATOM 



6811 CD GLU C 94 



-27.150 
-26.069 



-27.460 
-27.461 



-2.943 1.00 67.75 



ATOM 



ATOM 



6812 
6813 



OEl GLU C 94 



0E2 GLU C 94 



-28.146 



ATOM 



6814 N ASP C 95 



-23.378 



-28.169 
-26.787 



-2.310 
-2.650 



-6.837 
-8.136 



1.00 68.30 
1.00 68. 7F 



i.bo 65. tT 



J7 C^ 

6 C 



ATOM 



6815 CA ASP C 95 



-22.730 



-26.914 
-27.220 



-9.^75 
-10.403 



1.00 69.15 
1.00 70. tT 



ATOM 6816 C ASP C 95 



-23.681 
-23.567 



_6 C^ 

8 C 



ATOM 6817 



ASP C 95 



-26.742 
-28.037 



1.00 70.82 



ATOM 



6818 CB ASP C 95 



-21.682 



-8.008 
-7.082 



1.00 70.30 



6 C 

6 C 



ATOM 



6819 CG ASP C 95 



-20.571 
-20.250 



>27.562 
"^26.358 



1.00 70.93 



-7.190 1.00 71.66 8 C" 



ATOM 6820 ODl ASP C 95" 



ATOM 



6821 0D2 ASP C 95 



-20.046 



-28.333 
-28.092 



-6.266 1.00 71.14 



_§ C_ 

7 C 



ATOM 



6822 K ARG C 96 



-24.628 



ATOM 



6823 CA ARG C 96 



-25.610 



-28.581 
-27.472 



-8.982 1.00 72. 2~ 



-9.926 1.00 74.25" 



_6 C_ 

6 C 



ATOM 6824 C ARG C 96 



-26.486 



10.494 1.00 72.98 



-27!205 -27'.689 -11.471 1.00 72.24 



ATOM 6825 O ARG C 96 



J[ C_ 

6 C 



ATOM 



6826 CB ARG C 96 



26!540 -29.577 -9.211 1.00 77.34 



ATOM 



ATOM 



6827 
6828 



CG ARG C 



CD ARG C 



96 



'25!832 -30.410 -8.169 1.00 80.45 6 



-26.724. 
-27.609 



31.011 
30.084 



-7.114 



1.00 83.07 
1.00 84. g4" 



^ C_ 

7 C 



ATOM 



6 829 NE ARG C 96 -^^.v,^,^ ^ -- J,^ 

6830 CZ ARG C 96 -28.926 -30.04 4 -6.605 1.00 85.43 



-6.423 



ATOM 



ATOM ^831 NHl ARG C 9^ 



-29.519 
-29.6^6 



-30-876 
-29.169 



-7.453 



1.00 85.63 
1.00 85.81 



ATOM 6832 NH2 ARG C "96 7 s =■ 

ATOM 6833 N LEU C 97 -26.516 -26.333 -9.810 1.00 70.96 H c 
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ATOM 
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6835 



CA LEU C 97 -2 7.367 -25.227 -10.230 1.00 69.03 6 



LEU C 97 



-26.578 
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-24.177 
-23.336 
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1.00 66.71 
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ATOM 6836 O LEU C 97 



-11.702 



ATOM 6837 CB LEU C 97" 



-28.119 -24.572 



-9.071 
-8-058 



1.00 70.1" 
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28.851 -25.487 
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-26.235 -8.789 
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ATOM 6841 N LYS C 98 



-24.231 -10.917 
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6842 CA LYS C 98 



-24.381 
-24.3^8 
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-23.218 



13.063 
13.640" 



1.00 59.63 
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J6 C_ 

8 C 



ATOM. 6844 O LYS C 98 



-24.059 -22.163 - 
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:^4.752 -24.283 -13.751 1.00 571:47 



ATOM 
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ATOM 6852 C SER C 99 
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^^4.843 -25.699 -15.744 
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Q-7Q -23.030 -13.9bi 



r^n.649 -22.641 -12.635 



1.00 57.76 
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6 C 
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ATOM 



6956 ■ CB ALA C 111 



ATOM 
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-20.245 - 

-20.858 -12. 954 - 



1.00 23.90" 



ATOM 



6965 N 



LEU C 113 



-15.841 
'14.616 



-13.212 



25.428. 
25.062 



1.00 19.55 8 C 



1.00 19.15 
1.00 20.42 



J[ C^ 

6 C 



ATOM 6966 CA LEU C 113 



-14.020 
-13.365 



-25.181 



ATOM 6967 C LEU C 113 



-13.394 
-12.658 



-24.564 

-13.969 -23.797^ 



1.00 18.59" 
1.00 22.98 



6 C 



ATOM 
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LEU C 113 



ATOM 6969 CB LEU C 113 



-14.350 -14.315 



ATOM 69^0 CG LEU C 113 



ATOM 



6971 CPl LEU C 113 



-13.073 
-12.994 



-15.113: 



-26.666 
-26.979 



1.00 17.95 6 C" 



16.447 -26.269 
-15.315 -28.510 



1.00 18.18 
1.00 16.87 
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ATOM 
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ATOM 6973 N VAL C 114 
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24.947 
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1.00 20.60 
1.00 19.83 
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ATOM 
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-11,911 -11.429" 



22.952 
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ATOM 
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VAL C 114 



-11.939 -11.219 - 



ATOM 



6976 O VAL C 114 



-10.909 -11.435 - 



1.00 20.76 



ATOM 



6977 



ATOM 6978 



CB VAL C 114 
CGI VAL C 114 



-11.633 
-10.400 



-10.155 
-^.411 
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ATOM 6979 CG2 VAL C 114 



-11.398 



-10.571 
-10.986 



-24.729 
-26. "721 



1.00 16.01 



1.00 19.96 

1.00 23.17 
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ATOM 6980 W GLY C 115 



-13.072 
-13.239 



-22.372 
-20.909 
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ATOM 



6981 CA GLY C 115 



-10.860 
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-12.936 
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-12.236 
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-12.372 



ATOM 



6984 N GLY C 116 



-13.469 



ATOM 
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6985 
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CA GLY C 116 
C GLY C 116 



-13.209 



-13.262 
•14.^56 



-20.956 1.00 21.44" 



-20.525 



-11.695 -14.892 -20.4Bb 



1.00 18.72 
1.00 19.77 
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ATOM 



GLY C 116 



n-183 -15.497 -19.541 1.00 21.54 



ATOM 6988 N ILE C 117 
ATm< 6989 CA ILE C 117 



-10.950 -14.482 -21.497 



-9.503 



ATOM 
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ILE C 117 



-8.747 



-14.755 
-1^.956 



-21.535 



1.00 20.11 
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ATOM 69^1 O ILE C 117 



-7.919 -14.426 -lS>.bS»^ 



ATOM 6992 CB ILE C 117 



-8.962 
-9.504 



-14.489 



-22.950 
-23.908 



1.00 19.75 
1.00 18.84 



J C_ 

6 C 



ATOM 6993 CGI ILE C 117 



-15.559 



1.00 20.78 
1.00 16.19" 



ATOM 6994 CG2 ILE C 117 



-7.437 -14.527 



ATOM 6995 CDl ILE C 117 



•-9.377 -15.111 



-22.995 
-25.357 



6 C 



ATOM 6996 N LYS C 118 



Q-QS9 -12.650 -20.4 /J 



ATOM 
ATOM 



6997 CA LYS C 118 



1.8.417 -11.727 -19.544 



1.00 19.25 
1.00 18.34 



6998 C LYS C 118 



-B.613 



-12.122 
-12.093 



-18.100 
-17.249 



1.00 17.38 
1.00 17.85 



7 C 



6 C 
8 C 



ATOM 



6999 



LYS C 118 



-7.691 
-9.030 



ATOM 



7000 CB LYS C 116 



-10.320 



ATOM 



7001 CG LYS C 118 



-8.258 
-9.086 



-9.207 



-19.762 
18.999 



1.00 18.65 
1.00 17.25" 



_6 C_ 

6 C 



ATOM. 7002 CD LYS C 118 



-7.902 
-6.888 



-19.173 
-18.103 



ATOM 7003 CE LYS C 118 



-8.688 
-7.346 



1.00 15.78 
1.00 16.86" 



J C_ 
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ATOM 7004 NZ LYS C 118 



-6.299 -18.491 



ATOM 



7005 N TYR C 119 



ATOM 7006 CA TYR C 119 



-9.859 
-10.189 



-12.430 
-12.695 



-17.760 



ATOM 7007 C TYR C 119 



10.2.02 
10.437 



-14.196 
-14.560 



-16.349 



1.00 16. 

i.ob 1^.69 



6 C 



-16.023 
-14.881 



1.00 19.61 
i:00 16.71 



J5 C_ 

8 C 



ATOM 



7008 g 



TYR C 119 



ATOM 



ATOM 



7009 
'7010" 



CB TYR C 119 -11.523 -12.042 



CG TYR C 119 



11.464 -10.515 



-15.974 
-15.942 



1.00 16.38 
1.00 15.53 



6 C 
6 C 



ATOM 7011 CDl TYR C 119 



-12.127 -9.710 -16.854 



ATOM 



7012 CD2 TYR C 119 



-10.663 -9.909 



ATOM 7013. CEl TYR C 119 



-11.989 -8.320 



-14.985 
16.777 



1.00 14.77 



6 C 
6 C 



ATOM 7014 CE2 TYR C iTg 
ATOM ' 



-10.502 -8.536 



7015 CZ TYR C 119 



-11.216 -7.751 



-14.910 
-15.777 



1.00 17.09 
1.00 Ib.W 



6 C 



1.00 16.78 



6 C 



ATOM 
ATOM 



7016 OH TYR C 119 



ll'.lOS -6.398 -lb.b/2 1.00 1BT14 



6 C 

"8— r 



7017 N ARG C 120 



-9.919 -15.033 



-17.005 
-16.843 



1.00 20.53 
1.00 22.52 



6 C 



ATOM 7018 CA ARG C 120 



-9.912 -16.488 



ATOM 7019 C ARG C 120 



-11.217 -17.099 



-16.343 
-15.455 



1.00 22.81 
1,00 22.69 
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ATOM 7020 O ARG C 120 



-11.266 -17.958 



ATOM 7021 CB ARG C 120 



ft'-yiA -lfi.e*19 -15.996 1.00 2lT47 



ATOM 7022 CG ARG C 120 
ATOM 7023 CP ARG C 120" 



-7.439 -16.475 



-6.224 -17.096 



-16.710 
-16.026 



1.00 21.64 
1.00 22. ST" 
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-19.551 
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CG 


GLU C 135 


—91 7Q4 


0 . 572 


-15.891 


1.00 21.99 


6 


c 


c 


ATOM 


7150 


CD 


GLU C 135 


-21 . 327 


1.785 


-16.688 


1.00 23.18 


6 


c 


c 




• 7151 


OEl 


GLU C 135 


-20 . 660 


2.620 


-16.034 


1.00 20.27 


8 


c 


0 


ATOM 


7152 


0E2 


GLU C 135 


-21 . 796 


2.073 


-17.827 


1.00 21.72 


8 


c 


0 


ATOM 


7153 


N 


THR C 136 


-24.883 


1,843 


-18.043 


1.00 22.31 


7 


c 


N 


ATOM 


7154 


CA 


THR C 136 


-25 . 045 


3,239 


-18,505 


1.00 20.12 




c 


c 


ATOM 


Ixoo 


C 


THR C 136 


-26. 163 


3.922 


-17.723 


1.00 20.54 


6" 


c 


c 


ATOM 


11 


0 


THR C 136 


-26.230 


5.155 


-17.641 


1,00 22.16 


8 


c 


0 


ATOM 


11 K.1 

I xo / 


CB 


THR C 136 


-i"5.378 


3.385 


-20,009 


1.00 22.04 


6 


c 


c 


ATOM 


1 ^ CQ 
/ xoo 


OGl 


THR C 136 


-26.642 


2-804 


-20.308 


1.00 20.31 


8 


c 


0 


ATOM 




CG2 


THR C 136 


-24.301 


2.806 


-20.897 


1.00 19.15 


6 


c 


c 


ATOM 


"11 


N 


THR C 137 


-27. 014 


3.153 


-17.079 


1.00 18.21 


7 


c 


K 


ATOM 


11 fii 


CA 


THR C 137 


-28. 054 


3.791 


-16.206 


■ 1.00 17.35 


6 


c 


c 


ATOM 


1 1 CO 


C 


THR C 137 


-27. 354 


4.648 


-15,144 


1.00 17.51 


6 


c 


c 


ATOM 




0 


THR C 137 


-27 .746 


5.766 


-14.814 


1.00 17,17 


8 


c 


0 


ATOM 


11 f^A 
1 X D4 


CB 


THR C 137 


""-2^.7^8 


2.665 


-15.441 


1.00 1I.05 




c 


c 


ATOM 


/ X 


OGl 


THR C 137 


-29.294 


1.656 


-16.315 


1.00 19.56 


8 


c 


0 


ATOM 


r X D o 


CG2 


: THR C 137 


-29.865 


3.224 


-14.535 


1.00 16.20 


■ (5 


c 


c 


ATOM 


71 fi7 
1 X D / 




NTET r 138 
riCi ji ^ X J o 


-26. 366 


4.090 


-14.427 


1.00 17.24 


7 


c 


H 


ATOM 


71 fifi 


CA 


MET C 138 


-25.672 


4.928 


-13.408 


1.00 16.96 


6 


' c 


c 


ATOM 


7169 


C 


MET C 138 


-24.840 


6.044 


-14.052 


1.00 16,83 


6 


c 


c 


ATOM 


7170 


0 


MET C 138 


-24.638 


7.061 


-13.359 


1.00 17.95 


8 


c 


0 


ATOM 


7171 


CB 


MET C 138 


-24.761 


4.126 


-12,503 


1.00 15.94 


6 


c 


c 


ATOM 


7172 


CG 


MET C 138 


-25.399 


2.891 


-11.885 


1,00 16.9^ 




c 


c 


ATOM 


7173 


SE 


MET C 138 


-27.232 


3.681 


-11.098 


1.00 42.16 


34 


c 


SE 


ATOM 


7174 


CE2 


: MET C 138 


-26.493 


4.947 


-9.804 


1.00 17.13 


6 


c 


c 


ATOM 


7175 


N 


ARG C 139 


-24.29^ 


5.841 


-15.247 


1.00 14.02 


7 


c 


N 


ATOM 


7176 


CA- 


ARG C 139 


- -23.^02 


6.968 


-15.860 


1.00 18.31 


6 


c 


C 


ATOM 


717"7 


C 


ARG C 139 


-24.592 


8.116 


-16.124 


1.00 17.47 


6 


c 


C 


ATOM 


7178 


o 


ARG C 139 


-24.233 


9.290 


-16.041 


1.00 18,49 


8 


c 


0 


ATOM 


7179 


CB 


ARG C 139 


-22.888 


6.555 


-17.150 


1,00 19.34 


6 


c 


C 


ATOM 


■ 7180 


CG 


ARG C 139 


-21.801 


5.505 


-16.928 


1.00 17.85 


6 


c 


C 


ATOM 


718T 


CD 


ARG C 139 


-21.060 


5.301 


-18.215 


1.00 20.23 


6 


c 


c 
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wo 2004/029239 
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93/189 



ATOM 


7261 


CD2 


LEO C 150 


-21.844 


21.981 - 


16.523 


1.00 25.65 


6 < 


C 


c 


ATOM 


7262 


N 


ALA C 151 


-26,705 


23.678 - 


14.895 


1.00 20.88 


7 


c 


N 


ATOM 


"7263 


CA 


ALA C 151 


-27.874 


24.538 - 


14.841 


1.00 21.43 


6 


c 


c 


AT^l 


7264 


c 


AIA C 151 


-27.661 


25.725 - 


13.902 


1.00 22.80 


6 


c 


c 


ATOM 


7265 


o 


ALA C 151 


-28.140 


26.821 - 


14.210 


1.00 22.87 


8 


c 


o 


ATOM 


7266 


CB 


ALA C 151 


-29.157 


23.802 - 


14.428 


1.00 21.64 


6 


c 


c 




7267 


N 


GLU C 152 


-27.068 


25.485 - 


12.742 


1.00 21.81 


7 


c 


N 


ATOM 


7268 


CA 


GLO C 152 


-26.767 


26.551 -11.796 


1.00 22.04 


6 


c 


c 


ATOM 


7269 


c 


GLU C 152 . 


-25.782 


27.531 -li.376 


1.00 22.73 


6 


c 


c 


AX Win 


7270 




GLD C 152 


-25.751 


28.67^ -11.912 


1.00 22.04 


8 


c 


o 




7271 


CB 


GLO C 152 


-26.284 


25.975 -10.456 . 


1.00 23.07 




c 


c 




7272 


CG 


GLU C 152 


-27.415 


25.226 


-9.761 


1.00 23,13 


6 


c 


c 


ATOM 


7273 


CD 


GLO C 152 


-28.371 


26,183 


-9.052 


1.00 26.79 


6 


c 


c 




7274 


OEl 


GLU C 152 


-29.434 


25.682 


-8.635 


1.00 27.99 


8 


c 


o 


ATOM 




0E2 


GLU C 152 


-28.106 


27.401 


-8.884 


1.00 26.79 


8 


c 


0 


ATun 




N 


LEU C 153 


-25.017 


27.169 - 


-13.404 


1.00 22.40 


7 


c 


N 


ATOM 


f tm t t 


CA 


"LEU C 153 


-24.090 


28.106 ■ 


-14.000 


1.00 22.64 


6 


c 


c 


ATOM 


t ^ f O 


Q 


LEU C 153 


-24. 583 


28.655 -15,347 


1.00 24.54 


6 


c 


c 


ATOM 


1 £ 1 y 


o 


I.EU C 153 


-23.779 


29.099 • 


-16.154 


1.66 i4.17 


8 


c 


o 


ATOM 




CR 


l.Rfl C 153 


-22 . 695 


27,486 - 


-14.145 


1.00 25.54 


6 


c 


c 


ATOM 


/ Zol 




T.cn 1 ^ T 


-22.118 


26.972 ■ 


-12.826 


1.00 26.31 


6 


c 


c 


ATOM 






T pn f* 1 


-20.851 


26.178 • 


-13.081 


1.00 27.05 


6 


c 


c 


ATOM 


. / J 






-21.860 


28.091 ■ 


-11,838 


1,00 26.25 


6 


c 


c 


ATOM 


Oil 


N 




-25. 870 


28.610 ' 


-15.590 


1.00 24.92 


7 


c 


N 


. ATOM 




W>n 


ivep c 154 


-26.556 


29.137 


-16.750 


1.00 28.38 


6 


c 


c 


ATOM 


/ZoO 


r* 


AO Ir Irf X 3 *• 


-26. 175 


.28.428 


-18.047 


1.00 28.04 


6 


c 


c 


ATOM 


TOOT 


r\ 
w 


AO IT w X «9 H 


-2^. 082 


29.084 




1,00 30.30 


8 


c 


0 


ATOM 






acp f 1S4 


-26. 247 


30.653 


-16.840 


1.00 30.07 


6 


c 


c 


ATOM 


7289 




AoJr V- J-O^ 


-26. 672 


31.344 


-15.532 


1.00 34.31 


6 


c 


c 


ATOM 


7Z9Q 


yJuX 




-27 . 888 


31.348 


-15,288 


1.00 34.56 


8 


c 


o 


ATOM 








-25.764 


31.783 


-14,790 


1,00 37.10 


8 


c 


0 


ATOM • 




M 


MTTT C 155 


-25.883 


27.149 


-18.012 


1,00 25,95 


7 


c 


N 


ATOM 




VoA 


MP*P C 1 5R 

nCi 1 ^ x«7 9 


-25 . 529 


26.417 


-19.238 


1,00 25,61 


6 


c 


c 


ATOM 


TO Oil 




MPT P 1 


-26.694 


25.479 


-19.573 


1.00 26.46 




c 


c 


ATOM 


TOOC 




MPT P 155 


-27 . 509 


25.205 


-18. 695 


1.00 24.84 


8 


c 


o 


ATOM 




PR 


MRT P 155 


-24 .235 


25.661 


-19. 013 


1.00 25.07 


6 


c 


c 


ATOM 




I— va 


MET P 155 


-23.099 


26.614 


-18. 694 


1.00 24.71 


6 


c 


c 


ATOM 




O Cj 


MTT P 1 55 


-21.444 


25.523 


-18,105 


1.00 45.37 


34 


c 


SE 


ATOM 


"7 O Q Q 




MTTT P 155 


-20. 958 


24 .543 


-19.516 


1.00 36.01 


6 


c 


c 


ATOM 


7300 


N 


rzT.tT P 1 •ifi 

k^LiU X30 


-26.714 


25.008 


-20.803 


1.00 25,75 


7 


c 


N 


ATOM 


/Jul 


wA 


^jXiU \* X90 


-27 .762 


24. 172 


-21.341 


1,00 25.27 


6 


c 


c 


ATOM 




C 


GLU C 156 


-27 .173 


23. 044 


-22. 178 


1.00 22.44 




c 


c 


ATOM 


Tori's 


o 


GLO C 156 


-26. 142 


23.238 


-22. 809 


1.00 21.03 


8 


c 


o 




/ jSJH. 


CB 


GLO C 156 


-28 . 643 


25 . 038 


-22. 246 


1.00 28.^2 


6 


c 


c 


ATOM 




CG 


GLO C 156 


-29 , 449 


26. 083 


-21 . 470 


1.00 32.66 


6 


c 


c 


ATOM 




CD 


GLO C 15^ 


-30. 377 


26 . 797 


—22 . 453 


1.00 36.68 


6 


c 


c 


ATOM 




OEl 


. GLO C 156 


-29.889 


27 .635 


-23 . 229 


1.00 38.92 


8 


c 


o 


ATOM 


*? Tnft 

/ J vo 


OE2 


:~GLO C 156 


-31.593 


26. 542 


OO A CT 

—22 .40/ 


1.00 38.40 


8 


c 


o 




7309 


N 


ILE C 157 


-27.821 


21.897 


-22.190 


1.00 20.89 


7 


c 


N 


&TOM 


7310 


CA 


ILE C 157 


-27,270 


20.788 


-22.957 


1.00 21.76 


6 


c 


c 


ATOM 




C 


ILE C 157 


-28.397 


20.038 


-23.642 


1.00 21.18 


6 


c 


c 


Ai wn 


7312 


O 


ILE C 157 


-29.525 


20.030 


-23.188 


1.00 20.24 


8 


c 


0 




7313 


CB 


ILE C 157 


-2^.380 


19.967 


-22.057 


1.00 21,13 


6 


c 


c 


ATOM 


7314 


CGI ILE C 157 


-25.651 


18.826 


-22.863 


1.00 21,25 


6 


c 


c 




7315 


CG2 ILE C 157 


-27.209 


19.387 


-20.878 


1.00 20,03 


6 


c 


c 


ATOM 


7316 


CDl ILE C 157 


-24.585 


18.070 


-22.039 


1.00 22.04 


6 


c 


c 


ATOM 


7317 




ALA C 158 


-28.088 


19.426 


-24.782 


1.00 19.94 


7 


c 


N 


ATOM 


7318 


CA 


ALA C 158 


-29.082 


18.616 


-25.479 


1.00 21.40 


6 


c 


c 




7319 


C 


ALA C 158 


-28.366 


17.579 


-26.333 


1.00 22.29 


6 


c 


c 




7320 


O 


ALA C 158 


-27.181 


17.724 


-26.600 


1,00 23.19 


8 


c 


0 


ATOM 


7321 


CB 


ALA C 158 


-29.966 


19.476 




1.00 21.13 


6 


c 


c 


ATOM 


7322 


N 


ASN C 159 


-29.151 


16.632 


-2^.839 


1.00 22.16 


7 


c 


N 


ATOM 


■ 73i3 


CA 


ASN C 159 


-28.572 


15.647 


-27.743 


1.00 23.45 


6 


c 


c 


ATOM. 


7324 


C 


ASN C 15 9 


-29.642 


15.294 


-28.774 


1.00 23.47 


6 


c 


c 


ATOM 


7325 


O 


ASN C 159 


-30.832 


15.309 


-28.468 


1.00 23.16 


8 


c 


o 


ATOM 


7326 


CB 


ASN C 159 


-28.087 


14.415 


-26.972 


1.00 22.09 


6 


c 


c 


ATOM 


7327 


CG 


ASN C 159 


-29.189 


13.432 


-26.647 


1.00 23.30 


6 


c 


c 


ATOM 


7328 


ODl ASN C 159 


-29.501 


12.523 


-27,428 


1.00 23.07 


8 


c 


o 


ATOM 


7329 


ND2 ASN C 159 


-29.853 


13.541 


-25.485 


1.00 23.03 


7 


c 


N 


ATOM 


73^0 


N 


HIS C 160 


-29.247 


14.897 


-29.960 


1.00 22.09 


7 


c 


N 


ATOM 


7331 


CA 


HIS C 160 


-30.228 


14.503 


-30.986 


1.00 ^2.84 


€ 


c 


c 


ATOM 


7332 


C 


HIS C 160 


-29.507 


13.547 


-31,918 


1.00 22.59 


6 


c 


c 


ATOM 


7333 


O 


HIS C 160 


-28.274 


13.630 


-31,999 


1.00 21.19 


8 


c 


0 


ATOM 


7334 


CB 


HIS C 160 


-30.788 


15.698 


-31.745 


1.00 19.37 


6 


c 


c 


ATOM 


7335 


CG 


HIS C 160 


-29.765 


16.575 


-32.400 


1.00 21.61 


6 


c 


c 


ATOM 


7336 


MDl HIS C 160 


-29.890 


16.987 


-33.725 


1.00 21.34 


7 


c 


N 


ATOM 


7337 


CD2 HIS C 160 


-28.648 


17.188 


-31.938 


1.00 20.72 




c 


c 


ATOM 


7338 


CEl HIS C 160 


-28.891 


17,794 


-34,035 


1,00 19.69 


6 


c 


c 


ATOM 


733^ 


nk: 


2 HIS C 160 


-28.091 


17,914 


-32.977 


1.00 19.19 


7 


c 


N 
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ATOM 



7340 N 



ATOM 



7341 CA 



VAL C 161 
VAL C 161 



94/189 

-30.292 1? -yifi -32.649 1.00 21,23 



-29.744 n flia ->33.579 1>U0 22.53 



oT 



7 



ATOM 7:^42 C VAL C 161 



-29.564 
-30,515 



12 .532 -34.921 
-35.407 



1.00 23. < 
1.00 20.77 



6 C 



ATOM 



7343 



VAL C 161 



ATOM 



734 4 CB VAL C 161 



-30.702 



13.173 

10.619 -33.687 



1.00 23.82 



8 
T 



O 

■c 



ATOM 



7345 CGI VAL C 161 



-30.279 
-30.774 



9.745 -34.8861 
9.797 -32.425 



1.00 25.63 
1.00 22.64 



ATOM 734 6 CG2 VAL C 161 
ATOFj 7347 M VAL C 162 



"-:?ft,:^Q2 12-416 -35,537 l.OO 20.31 



ATOM 
ATOM 



7348 CA VAL C 162 



-28.130 13.078 



7349 



VAL C 162 



-27.863 12.104 



-36.786 
-37,^2^ 



1,00 21.83 
1.00 22. oT 



6 C 



ATOM 7350 O VAL C 162 



27.944 1?^'i2 -39.059 1,00 20.84 8 C 



7351 CB VAL C 162 
ATOM 7352 CGI VAL C 162^ 



ATOM 



-26.983 



-27.415 



14.113 -36.725 
15.226 -35.767 



1.00 22.84 6 C' 



1.00 22.11 6 C 



ATOM 7353 CG2 VAL C 162" 



ATOM 7354 N VAL C 163 



-25.654 13.468 -36.333 1.00 20.17 
-27.663 10.841 -37>574 I.PO 19.93 



ATOM 



7355 CA 



ATOM 



7356 C 



VAL C 163 
VAL C 163 



-27,523 9.760 -38.536 1.00 20.77 6 C 



-28.112 



ATOM 



7357 



VAL C 163 



-27,752 



8.486 -37.894 
8,153 -36.T7r 



1.00 21.94 
1.00 20.49 



ATOM 



7358 CB VAL C 163 -26.079 9.434 -38.905 1.00 21.74 6 



ATOM 



7359 CGI VAL C 163 



ATOM 7360 CG2 VAL C 163 -25.344 



26.088 8.286 -39.925 



7361 R 



PHEC164 



29.084 



10.656 -39.452 
7.863 -38.528 



1.00 20.14 
1.00 20.85" 



ATOM 



7362 CA PHE C 164 



-29.761 6.706 -37.3S>a 



ATOM 7363 C PHE C 164 



-29.672 5.553 - 



38.952 

5.455 -397941" 



1.00 22.28" 
1.00 21.26 



6 C 

6 C 



1.00 22.88 
1.00 20.73 



J C_ 

6 C 



"6^~C- 
8 C 



_C 
_N 
_C 

_c 

_0 

_c 
_c 
_c 
_c 
_c 
c 
c 

"c 
c 

O 

« 

c 
c 

O 
H 
C 



ATOM 



7364 



PHE C 164 



ATOM 



7365 CB PHE C 164 



"30.415 
-31.225 



6.990 - 



37.646 
36.449 



1.00 21. 2F 



"6— C^ 

6 C 



ATOM 



7366 CG PHE C 164 



-31.761 6.250 - 



35.514 
36.^3^ 



1.00 19.95 
1.00 19. ST" 



ATOM 7367 



ATOM 



CDl PHE C 164 
CD2 PHE C 164 



-32.538 



ATOM 



7369 CEl PHE C 164 



-31.434 



6.894 

4,913 



-33 . 034 6.2ie 



ATOM 7370 CE2 PHE C 164 



-31.902 4.234 



-34.406 
-35.132 



1.00 18.47" 
1.00 19.08 



6 C 

"g~c" 



1.00 21.87 
1.00 20.52 



J C, 

6 C 



ATOM 



7371 C2 PHE C 164 



ATOM 



7372 N GLY C 165 



-32.717 
-28.720 



4.889 
4.670 



-34.194 
-38.681 



ATOM 



7373 CA GLY C 165 



28.498 3.476 



ATOM 



7374 C GLY C 165 



-28.259 3.928 



-39.511 
-40.957 



1.00 24. 5~ 
1.00 24.99 



1.00 25.74 
1.00 26.01 



7 C 



8 C 



ATOM 



7375 O GLY C 165 



-28.743 



ATOM 



737^ M GLY C 166 



-27.478 



3.288 
4.9^^ 



-41.911 



ATOM 



7377 CA GLY C 166- 



-27.127 5.466 



-41.103 
-42.434 



1.00 24.56 
1.00 26."53" 



ATOM 



"7378 C GLY C 166 



-28.061 6.524 -42.993 



1,00 26.19 
1.00 24.90 



_6 C_ 

8 C 



ATOM 



7379 O GLY C 166 



-27.735 7.148 -44.004 



ATOM 7380 



ATOM 7381 



W LYS C 167 
CA LYS C 167 



-29.200 
-30,096 



6.776 -42.370 1.00 26.41 



7.852 -42.869 



ATOM 



7382 C LYS C 167 



-29.679 9.175 -42.223 



ATOM 7383 O LYS C 167 



ATOM 



ATOM 



7384 
7385 



CB LYS C 167 



-29.854 
-31.552 



9.342 -41.004 



1.00 27.07 
1,00 27.1^' 



CG LYS C 167 



-33.396 



7,468 
6.278 



-42,592 



1.00 27.43" 
1.00 24.89" 



6 C 

"•8~C" 



-43,452 



1.00 24.24 
1.00 27 .sT" 



6 C 

6 C 



C 

"o 



c 



ATOM 7386 CD LYS C 167 



5.723 -42.901 



ATOM 



7387 CE LYS C 167 



ATOM 



7388 HZ LYS C 167 



-33.94^ 
-34.100 



4.569 -43.779 



5.018 -45.197 



1.00 27.63 
1.00 29.12 



ATOM 7389 N GLU C 168 



-29.122 10.102 -42.981 



ATOM 7390 CA GLO C 168 



-28.641 11.362 -42.424 



1,00 27.01 
1.00 27. 



ATOM 7391 C GLU C 168 



ATOM 7392 



GLU C 168 



-29.821 
-30.634 



12.323 -42.273 



12.496 -43.199 



1.00 30.12" 
1.00 2^.46 



7 C 

c" 



ATOM 



7393 CB GLU C 168" 



-27.519 
-2^.^79 



11.958 -43.256 



1.00 29.39 
1.00 33.02" 



8 C_ 

6 C 



"6~~C- 
6 C 



_0 
C 



ATOM 7394 CG GLU C 168 



11.096 -43.414 



C 



ATOM 7395 CD GLU C 168 



-25.170 
-23.969 



11.640 -44.282 



1.00 35.88 
1.00 35.60" 



8 C 



ATOM 7396 OEl GLU C 168 



11.488 



-43.953 
-45.346 



1.00 37. 8~ 
1.00 30."38" 



O 



ATOM 7397 0E2 GLU C 168 



-25.429 12.244 



6 C 



ATOM 7398 N 



ILE C 169 



29.922 12.908 -41.101 



_N 
C 



ATOM 
ATOM 



7399 CA ILE C 169 -30.943 13.831 -40.709 1.00 33^08 



7400 C ILE C 169 



-30.505 
-29.426 



15.251 
15.746 



-41.046 
-40-839 



1.00 33. 7T" 

1.60 :^4.14' 



"T c 

8 C 



O 



ATOM 74 01 O ILE C 169 



ATOM 



7402 CB ILE C 169 -31^43 13.794 - 39.220 1 . OO 32.14 



ATOM 



7403 CGI ILE C 169 



-31.756 12.405 -38.782 



1.00 34.24 
1.00 34.39" 



6 

6 C 



6 C 



C 



ATOM 



ATOM 



7404 
7405 



CG2 ILE C 169 



-32.469 14.791 



CDl ILE C 169 



•32,635 11.617 



-38.965 
-39.733 



1.00 34. SF 
1.00 33. tT 



C 



ATOM 7406 N ASP C 170 



-31.449 15.939 -41.641 



ATOM 



ATOM 



7407 
7408 



CA ASP C 170 



-31.281 17.279 -42.175 



ASP C 170 



-31 . 623 18.283 -41.093 



1.00 37.89 
1.00 36.83" 



ATOM 



7409 O ASP C 170 



ATOM 



7410 CB ASP C 170 



-32.791 
-32.136 



18.476 



17.310 



-40.748 
-43.462 



1.00 37.44" 
1.00 41.4"9" 



J C_ 

6 C 



ATOM 7411 CG AASP C 170 



-31.301 18.100 



ATOM 



7412 CG BASP C 170 



-32.949 



ATOM 7413 ODZAASP C 170 



-31.867 



1^.002 
19.015 



-44.471 0.50 42.62 



6 C 
6 C 



-4i.556 0.50 41.57 6 C 



-45.098 



0.50 43.33 
0.50 40731" 



_8 C_ 

8 C 



_C 
C 



S 
c 



_o 

0 



ATOM 7414 OD2BASP C 170 



-34.097 15.828 -43.121 



ATOM 



7415 ODIAASP C 170 



-:^Q.Q93 17.784 -44.592 



0.50 43.57 
0.50 43.16 



J C 

"8 C" 



O 



ATOM 7416 ODIBASP C 170 



ATOM 7417 W VAL C 171 



-32.360 
-30.578 



15.019 -44.077 



18.789 
19.665 



-40.446 
-39.295 



1.00 33.68" 
1.00 ^3.67 



_2 c 

6 C 



ATOM 7418 CA VAL C 171 



-30.788 
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ATOM 


7419 


C 


VAL C 171 


-30. 871 


21.137 - 


39.671 


1 nn *iQ 


D 






ATOM 


7420 


0 


VAL C 171 


-29.955 


21.695 - 


40.256 


< ftft "iA OQ " 

1 • UU j4 . 3o 


O 




f\ 
\J 


ATOM 


7421 


CB 


VAL C 171 


-29.688 


19.452 - 


38.240 


1.00 32.03 


6 


c 


f 


ATOM 


7422 


cni 


VAL C 171 


-30.070 


20.245 - 


37.005 


1 • UO 32.17 


6 


C 


r* 
\* 


ATOM 


7423 


CG2 


VAL C 171 


-29.496 


17.962 - 


37,955 


1.00 29.25 


6 


c 




ATOM 


7424 


N 


PRO C 172 


-31 .974 


21.772 -39.285 


1.00 3o.oD 


7 


c 




ATOM 


7425 


CA 


PRO C 172 


-32.184 


23.172 -39.559 


1.00 38.75 


o 


c 




ATOM 


7426 


C 


PRO C 172 


-31.054 


24.023 -39.006 


1.00 40.49 


6 


c 


c 


ATOM 


•7427 


0 


PRO C 172 


-30.618 


23.842 - 


37.870 


1.00 39.69 


8 


c 


o 


ATOM 


7428 


CB 


PRO C 172 


-33,510 


23.490 - 


•38.877 


1.00 38.08 


6 


C 


c 


ATOM 


7429 


CG 


PRO C 172 


-34.187 


22.174 - 


•38.761 


1.00 38.30 


6 


C 


c • 


ATOM 


7430 


CD 


PRO C 172 


-33,120 


21.150 -38.576 


1.00 36.47 


6 


c 


c 


ATOM 


7431 


N 


GLU C 173 


-30.528 


24.916 - 


-39. 830 


1.00 42.51 


7 


c 


N 


ATOM 


7432 


CA 


GLU C 173 


-29.459 


25.802 - 


'39. 409 


1.00 44.76 


6 


c 


c 


ATOM 


7433 


C 


GLO C 173 


-30.003 


26.722 ■ 


•38 . 309 


1.00 43.49 


6 


c 


c 


ATOM 


7434 


0 


GLU C 173 


-31.182 


26.968 ' 


-38 . 167 


1.00 40.37 


8 


c 


o 


ATOM 


7435 


CB 


GLU C 173 


-28.869 


26.639 - 


-40. 529 


1.00 48.62 


6 


c 


c 


ATOM 


7436 


CG 


GLU C 173 


-28.005 


£^ • J> v w 


-41 .544 


1.00 53.49 


6 


c 


c 


ATOM 


7437 


CD 


GLU C 173 


-27.764 




-42 . 789 


1.00 56.24 


6 


c 


c 


ATCm 


7438 


OEl 


GLU C 173 


-26.916 


27 . 669 • 


-42 . 751 


1.00 56.89 


8 


c 


o 


ATOM 


7439 


0E2 


GLU C 173 


-28.4 67 


26.449 ' 


-43 . 789 


1.00 58.38 


8 


c 


0 


ATOM 


7440 


N 


ASP C 174 


-29.087 


27.140 • 


-37 . 466 


1.00 43.48 


7 


c 


M 


ATOM 


7441 


CA 


ASP C 174 


-29.264 




-36. 381 


1.00 44.41 


6 


c 


c 


ATOM 


7442 


C 


ASP C 174 


-30.288 


27 . 816 • 


-35 . 278 


1.00 42.17 


€ 


c 


c 


. ATOM 


7443 


0 


ASP C 174 


-30.957 


28 . 729 


-34 .768 


1.00 39.23 


8 


c 


0 


ATOM 


7444 


CB 


ASP C 174 


-29.483 


29 . 47 5 


-37 . 001 


1.00 47.50 


6 


c 


c 


ATOM 


7445 


CG 


ASP C 174 


-28.275 


^7 • 0*i V 




1.00 49.99 


6 


c 


c 


ATOM 


7446 


ODl 


ASP C 174 


-28.486 


r>n 1 1 Q 


-39 . 054 


1.00 51.89 


8 


c 


o 


ATOM 


7447 


0D2 


ASP C 174 


-27.130 


OA A 
^ 7 ■ O W 


-37 . 357 


1.00 50.79 


8 


c 


0 


ATOM 


7448 


N 


LEU C 175 


-30.434 


26.570 


-34 . 828 


1.00 39.27 


7 


c 


N 


ATOM 


7449 


CA 


LEU C 175 


-31.326 


26. 249 


-33 ,711 


1.00 37.73 


6 


c 


c 


ATOM 


7450 


C 


LEU C 175 


-30 i 625 


^ o » 


-32 . 380 


1.00 35.42 


6 


c 


c 


ATOM 


7451 


o 


LEU C 175 


-29.400 


26.34 9 


-32 . 346 


1.00 36.13 


8 


c 


0 


ATOM 


7452 


CB 


LEU C 175 


-31.690 


24 . 769 


-33 .766 


1.00 36.78 


6 


c 


c 


ATOM 


7453 


CG 


LEU C 175 


-32.562 


24 . 362 


-34 . 960 


1.00 39.35 


6 


c 


c 


ATOM 


7454 


CDl 


LEU C 175 


-32.803 


22 .861 


-34 . 969 


1.00 37.46 


6 


c 


c 


ATOM 


7455 


CD2 


LEU C 175 


-33.878 


25 . 136 


-34 . 936 


1,00 37.38 


6 


c 


c 


ATOM 


7456 


N 


THR C 176 


-31.304 


26. 975 


-31.333 


1.00 31,73 


7 


c 


N 


ATOM 


7457 


CA 


THR C 176 


-30.597 


27. 126 


-30 , 062 


1.00 29.68 


6 


c 


c 


ATOM 


7458 


C 


THR C 176 


-30.526 


25.759 


-29.368 


1.00 26.99 


6 


c 


c 


ATOM 


7459 


0 


THR C 176 


-31.130 


24.799 


-29.841 


1,00 23.41 


8 


c 


0 


ATOM 


7460 


CB 


THR C 176 


-31.292 


28.107 


-29.093 


1.00 28.61 


6 


c 


c 


ATOM 


7461 


OGl 


THR C 17 6 


-32.561 


"27.549 


-28.768 


1.00 28.05 


8 


c 


0 


ATOM 


7462 


CG2 


THR C 176 


-31.384 


"29.4^4 


-29.728 


1.00 30.41 


6 


c 


c 


ATOM 


7463 


N 


VAL C 177 


-29.762 


25. 645 


-28.282 


1.00 26.34 


7 


c 


H 


ATOM 


74 64 


CA 


VAL C 177 


-29.698 


24.359 


-27.555 


1.00 24-30 


6 


c 


c 


ATOM 


74 65 


C 


VAL C 177 


-31.083 


23.985 


-27.057 


1.00 24.06 


6 


c 


c 


ATOM 


7466 


0 


VAL C 177 


-31.560 


22.878 


-27.108 


1.00 23.42 


8 


c 


o 


ATOM 


7467 


CB 


VAL C 177 


-28.733 


24.484 


-26.338 


1.00 23,76 


6 


c 


c 


ATOM 


7468 


CGI 


VAL C 177 


-28.723 


2:^.191 


-25.506 


1.00 21 .37 


6 


c 


c 


ATOM 


7469 


CG2 


VAL C 177 


-27.341 


24.739 


-26.929 


1.00 22.60 


6 


c 


c 


ATOM . 


7470 


N 


ALA C 178 


-31,781 


. 25.004 


-26.520 


1.00 26.46 


7 


c 


N 


ATOM 


7471 


CA 


ALA C 178 


-33.145 


24.855 


-26.025 


1.00 26.98 


6 


c 


c 


ATOM 


7472 


C 


ALA C 178 


-34.080 


24.376 


-27.126 


1.00 26.12 


6 


c 


c 


ATOM 


7473 


0 


ALA C 178 


-34.896 


23.498 


-26.838 


1.00 26.84 


8 


c 


0 


ATOM 


7474 


CB 


ALA C 178 


-33.664 


26.148 


-25.400 


1.00 26-02 


6 


c 


c 


ATOM 


7475 


N 


GLU C 179 


-33.897 


24.761 


-28.377 


1.00 28. 17 


7 


c 


N 


ATOM 


7476 


CA 


GLU C 179 


-34.828 


24.305 


-29.429 


1.00 29.16 


6 


c 


c 


ATOM 


7477 


C 


GLU C 179 


-34.497 


22.86^ 


-29.829 


1 .00 26.73 


6 


c 


c 


ATOM 


7478 


O 


GLO C 179 


-35.359 


22.029 


-30.138 


1.00 23.93 


8 


c 


0 


ATOM 


7479 


CB 


GLU C 179 


-34.725 


25.200 


-30.655 


1.00 31.25 


6 


c 


c 


ATOM 


7480 


• CG 


GLU C 179 


-35.391 


26.553 


-30.571 


1.00 34.31 


6 


c 


c 


ATOM 


7481 


CD 


GLU C 179 


-34.889 


27.584 


-31.559 


1.00 36.92 


6 


c 


c 


ATOM 


7482 


OEl GLU C. 179 


-33.802 


27.549 


-32;164 


1.00 34.76 


o 
o 


c 


r\ 
yJ 


ATOM 


7483 


0E2 GLU C 179 


-35.691 


28.556 


-31.747 


1.00 39.80 


8 


c 


r\ 
\J 


ATOM 


7484 


N 


ILE C 180 


-33.197 


22.598 


-29.791 


1.00 25.02 


7 


c 


M 


ATOM 


7485 


CA 


ILE C 180 


-32.786 


21.203 


-30.119 


1 . 00 24 .76 


o 


c 


c 


ATOM 


7486 


C 


ILE C 180 


-33. 354 


20.293 


-29.051 


1.00 23.74 


6 


c 


c 


ATOM 


7487 


0 


ILE C 180 


-33.974 


19.273 


-29.375 


1.00 25.51 


6 


c 


o 


ATOM 


74B8 


CB 


ILE C 180 


-31.262 


21.071 


-30.150 


1.00 25.49 


6 


c 


c 


ATOM 


" "7489 


CGI ILE C 180 


-30.746 


21.926 


-31.314 


1.00 26.35 


6 


c 


c 


ATOM 


7490 


CG2 ILE C 180 


-30.847 


19.598 


-30.264 


1.00 22.61 


6 


c 


c 


ATOM 


7491 


CDl ILE C 180 


-29.309 


22.355 


-31.074 


1.00 29.87 


6 


c 


c 


ATOM 


7492 


N 


LYS C 181 


-33.165 


20.656 


-27.765 


1.00 23.31 


7 


c 


N 


ATOM 


7493 


CA 


LYS C 181 


-33.778 


19.809 


-26.728 


1.00 26.39 


6 


c 


c 


ATOM 


7494 


C 


LYS C 181 


-35.296 


19.646 


-26.931 


1.00 26.02 


6 


c 


c 


ATOM 


7495 


0 


LYS C 181 


-35-859 


18.555 


-26.841 


1.00 26.67 


8 


c 


0 


ATOM 


7496 


CB 


LYS C 181 


-33.600 


20.414 


-25.352 


1.00 2^.37 


6 


c 


c 


ATOM 


" 7497 


CG 


LYS C 181 


-34.064 


19.550 


-24.199 


1.00 28.21 


6 


c 


c 
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MOM 


7577 


CA 


VAL 


C 


192 


-35.144 


17.389 


-34.605 


1.00 28.15 


6 


C 


c 


J^TOM 


7578 


C 


VAL 


C 


192 


-36.056 


17.724 


-35.781 


1.00 30.11 


6 


c 


c 


ATOM 


7579 


0 


VAL 


c 


192 


-36.795 


18.689 


-35.689 


1.00 30.42 


8 


c 


0 


ATOM 


7580 


CB 


VAL 


c 


192 


-34.070 


18.469 


-34.414 


1.00 27.35 


6 


c 


c 


ATOM 


7581 


CGI 


VAL 


c 


192 


-33.296 


18.230 


-33.115 


1.00 27.47 


6 


c 


c 


ATOM 


7582 


CG2 


VAL 


c 


192 


-33.095 


18.461 


-35.571 


1.00 29.07 


6 


c 


c 


ATOM 


7583 


N 


ASN 


c 


193 


-36.006 


16.980 


-36.848 


1.00 33.39 


7 


c 


N 


ATOM 


7584 


CA 


ASN 


c 


193 


-36.81^ 


17.188 


-38.064 


1.00 36.75 


6 


c 


c 


ATOM 


7585 


C 


ASN 


c 


193 


-37.705 


15.964 


-38.169 


1.00 38.50 


6 


c 


c 


ATOM 


7586 


0 


ASN 


c 


193 


-37.090 


14.936 


-38.399 


1.00 38.40 


8 


c 


o 


ATOM 


■ 7587 


CB 


ASN 


c 


193 


-35.913* 


17.289 


-39.266 


1.00 36.74 


6 


c 


c 


ATOM 


7588 


CG 


ASN 


c 


193 


-36.577 


17.177 


-40.631 


1.00 38.02 


6 


c 


c 


ATOM 


7589 


ODl 


ASN 


c 


193 


-37.734 


16.826 


-40.820 


1.00 37.57 


8 


c 


o 


ATOM 


7590 


ND2 


ASN 


c 


193 


-35.769 


17.430 


-41.648 


1.00 37.84 . 


7 . 


c . 


. . ia.. 


ATOM 


7591 


N 


GLN 


c 


194 


-39.005 


16.037 


-37.977 


1.00 44.18 


7 


c 


N 


ATOM 


7592 


CA 


GLN 


c 


194 


-39.767 


14.786 


-38.006 


1.00 48.56 


6 


c 


c 


ATOM 


7593 


C 


GLN 


c 


194 


-40.152 


14.324 


-39.394 


1.00 50.41 


6 


c 


c 


rv 1 \jn 


' 7594 


o 


GLN 


c 


194 


-40.805 


13.284 


-39.566 


1.00 50.37 


8 


c 


0 


ATOM 


7595 


CB 


GLN 


c 


194 


-40.975 


14.899 


-37.077 


1.00 50.51 


6 


c 


c 


ATOM 


7596 


CG 


GLN 


c 


194 


-40.484 


14.955 


-35.625 


1.00 52.64 


6 


c 


c 


ATOM 


7597 


CD 


GLN 


c 


194 


-41.678 


14.799 


-34.696 


1.00 54.19 


6 


c 


c 


ATOM 


7598 


OEl 


GLN 


c 


194 


-42.499 


13.911 


-34.902 


1.00 53.45 


^ 


c 


o 


ATOM 


7599 


NE2 


GLN 


c 


194 


-41.733 


15.677 


-33.702 


1.00 55.53 


7 


c 


N 


ATOM 


7600 


N 


GLO 


c 


195 


-39.592 


14.981 


-40.407 


1.00 51.03 


7 


c 


N 


ATOM 


7601 


CA 


GLU 


c 


195 


-40.030 


14.^17 


-41.7^1 


1.00 52,57 


6 


c 


c 


ATOM 


7602 


C 


GLU 


c 


195 


-39.618 


13.203 


-4i.b^4 


1.00 49.89 


6 


c 


c 


ATOM 




0 


GLU 


c 


195 


-40.384 


12.507 


-42.748 


1.00 49.62 


8. 


c 


0 


ATOM 


7^04 


CB 


GLO 


c 


195 


-39.647 


15.708 


-42.764 


1.00 56.30 


6 


c 


c 


ATOM 


7605 


CG 


GLU 


c 


195 


-40.388 


16,971 


-42.284 


1.00 61.16 


6 


c 


c 




7^0^ 


CD 


GLU 


c 


195 


-40.240 


18.214 


-43.114 


1.00 63.98 


6 


c 


.c 



ATOM 7 607 OEl GLU C 195 



-39.156 18.432 -43.698 1 



.00 65.28 
.00 66.01 



O 



ATOM 7608 



ATOM 



7609 N 



0E2 GLU C 195 
ARG C 19^ 



-41;212 
-38.568 



19.005 -43.191 1 



12.708 



-41.398 

11.318 -41.597 1.00 39.66 
10.438 -40.411 1.00 36. oF 



.00 44.70 

"397 



6 



_N 
C 



ATOM 



7 610 CA ARG C 196 



ATOM 



7611 



ATOM 



7 612 g 



ARG C 19^ 



ARG C 



-38.200 
-38.581 



ATOM 



7 613 CB ARG C 196 



-38.124 9.288 -40.378 1.00 34.55 



-36.716 11.169 -41.886 



.00 39.54 



_C 
C 



ATOM 



7614 CG ARG C 196 



-36.263 12.162 -42.968 



00 40.61 



ATOM- -761^ CD ARG C 196 



-35.402 



11.419 
11.564 



-43.901 
-44.068 



1.00 39.28 
1.00 41.76 
1.00 43.38 



6 
7 
6 



_N 

C 



ATOM 



7616 NE ARG C 196 



-34.002 



ATOM 



7617 C2 ARG C 196 



^337294 10.529 -44.535 
-33.857 9.367 -44j^8ie, 



7618 NHl ARG C 1?6 



1.60 4^.^ 



ATOM 


7619 


NH2 


ARG 


C 


196 


-31.977 


10.594 


-44.753 


1.00 


44.55 


7 


C 


N 


ATOM 


7620 


M 


GLU 


C 


197 


-39.406 


10.976 


-39.529 


1.00 


34.00 


7 


C 


N 


ATOM 


7621 


CA 


GLU 


c 


197 


-39.797 


10.201 


-38.345 


1.00 


32.72 


6 


c 


c 


ATOM 


7 622 


C 


GLU 


c 


197 


-40.430 


8.866 


-38.716 


1.00 


32.13 


6 


c 


c 


ATOM 


7 623 


0 


GLU 


c 


197 


-40.000 


7.824 


-38.213 


1.00 


31.00 


8 


c 


0 


ATOM 


7624 


CB 


GLU 


c 


197 


-40.747 


10.959 


-37.440 


1.00 


30.60 


6 


c 


c 


ATOM 


7 625 


CG 


GT,U 


c 


197 


-41.228 


10.188 


-36.206 


1.00 


30.49 


6 


c 


c 


ATOM 


7626 


CD 


GLU 


c 


197 


""-40.467 


10.62^ 


-34.973 


1.00 


29.17 


6 


c 


c 


ATOM 


7627 


OEl 


GLU 


c 


197 


"■ -46.^45 


10.297 


-33.832 


1.00 


27.82 


8 


c 


o 


ATOM 


7628 


OE2 


GLU 


c 


197 


-39.487 


11.366 


-35.194 


1.00 


27.29 


8 


c 


0 


ATOM 


76ii 


N 


GLN 


c 


198 


-41.404 


8.896 


-^39.649 


1.00 


31,72 


7 


c 


N 


ATm 


7630 


CA 


GLN 


c 


198 


-42.115 


7.627 


-39.897 


1.00 


31,03 


6 


c 


c 


ATOM 


7631 


C 


GLN 


c 


198 


-41.176 


6.682 


-40.620 


1.00 


28.69 


"6 


c 


c 


ATOM 


7632 


0 


GLN 


c 


198 


-41.159 


5.478 


-40.403 


1.00 


27.45 


8 


c 


0 


ATOM 


7 633 


CB 


GLN 


c 


198 


-43.429 


7.793 


-40.654 


1.00 


32.42 


6 


c 


c 


ATOM 


7634 


CG 


GI»N 


c 


198 


-44.214 


6.474 


^40.710 


1.00 


34.61 


6 


c 


c 


ATOM 


7635 


CD 


GLN 


c 


198 


-44.680 


6.046 


-39.330 


1.00 


37.37 




c 


c 


ATOM 


7636 


OEl 


GLN 


c 


198 


-45.28^ 


6.841 


-38.592 


1.00 


39.27 


8 


c 


o 


ATOM 


76^7 


NE2 


GLN 


c 


198 


-44.416 


4.821 


-38.903 


1.00 


35.41 


7 


c 


N 


ATOM 


7^38 


N 


GLO 


c 


199 


-40.414 


7.264 


-41.^29 


1.00 


28.51 


7 


c 


N 


ATOM 


7639 


CA 


GLU 


c 


199 


-39.448 


6.512 


-42.318 


1.00 


29.51 


6 


c 


c 


ATOM 


7640 


C 


GLU 


c 


199 


-38.405 


5.838 


-41.418 


1.00 


29.25 


6 


c 


c 


ATOM 


7641 


0 


GLU 


c 


199 


-38.055 


4.656 


-41.603 


1.00 


30.47 


8 


c 


0 


ATOM 


7642 


CB 


GLU 


c 


199 


-38.726 


7.504 


-43.252 


1.00 


30.01 


6 


• c 


c 


ATOM 


7643 


CG 


GLU 


c 


199 


-37.615 


6.853 


-44.065 


1.00 


31.94 


6 


c 


c 


ATOM 


7644 


CD 


GLO 


c 


199 


-3^.673 


7.824 


-44.735 


1.00 


33.43 


6 


c 


c 


ATOM 


7645 


OEl 


GLU 


c 


199 


-35.667 


7.407 


-45.321 


1.00 


34.68 


8 


c 


o 


ATOM 


7646 


0E2 


GLU 


c 


199 


-36.877 


9.050 


-44.722 


1.00 


36.68 


8 


c 


o 


ATOM 


7647 


N 


ILE 


c 


200 


-37.871 


6.616 


-40.479 


1.00 


27.00 


7 


c 


N 


ATOM 


7648 


CA 


XLE 


c 


200 


-36.906 


5.993 


-39.518 


1.00 


26.15 


6 


c 


c 


ATOM 


7649 


C 


ILE 


c 


200 


-37.561 


4.853 


-38.757 


1.00 


24.82 


6 


c 


c 


ATOM 


7650 


o 


TLE 


c 


200 


-36.996 


3.760 


-38.647 


1.00 


24.80 


8 


c 


0 


ATOM 


7 651 


CB 


TLR 


c 


200 


-36.320 


7.010 


-38.535 


1.00 


27.47 


6 


c 


c 


ATOM 


7 652 


CGI 


ILR 


c 


200 


-35.651 


8.203 


-39.227 


1.00 


27.55 


6 


c 


c 


ATOM 


7653 


CG2 


ILE 


c 


200 


-35.314 


6.378 


-37.559 


1.00 


25.13 


6 


c 


c 


ATOM 


7654 


CDl 


ILE 


c 


200 


-34.576 


7.850 


-40.191 


1.00 


28.25 


6 


c 


c 


ATOM 


76^5 


N 


LYS 


c 


201 " 


-38.787 


5.066 


-36.24§ 


1.00 


25.15 


7 


c 


N 



wo 2004/029239 




;T/GB2003/004104 



98/189 



ATOM 



7656 CA LYS C 201 



ATOM 



7657 



LYS C 201 



-39.508 
-39>757 



4,030 -37.493 1.00 27.20 6 C 



2.737 -38.230 1.00 28.55 6 C 



ATOM 



7658 



LYS C 201 



-39.507 1.610 -37,806 1.00 27,34 8 C 



ATOM 



ATOM 



7659 
7660 



CB LYS C 201 



CG LYS C 201 



-40.837 
-40.628 



4.611 -36.974 1.00 26.34 6 C 



ATOM 



7661 CD 



ATOM 7662 CE 



LYS C 201 
LYS C 201 



5.615 -35.846 1.00 30.84^ 

-41.913 6.082 -35.T70" 



1.00 32.76 



->42!769 4.914 -34.719 l.OO 36.54 6 C 



"5 



ATOM 7663 NZ LYS C 201 _ 



-44.035 5.329 -34.053 1.00 38.16 7 C 



ATOM 



7664 N ASP C 202 



-40.190 



2.918 -39.539 1.00 27.55 



J7 C_ 

6 C 



ATOM 



7665 CA ASP C 202 



-40.453 



-40.419 



1.00 28.89 
1.00 27.56 



__C 

_o 

__C 
__C 

_o 
__o 

-S 
c 

C 

o 

C 
C 

c 
c 
c 
c 

o 

H 

c 
c 

o . 

c 

c 

c 

c 

« 

c 

c 

o 

c 

c 

o 

o 

N 

c 

c 

o 

c 

c 

c 

o 

N 



ATOM 7666 C ASP C 202 



-39.117 1.094 -40.759 



6 C 



ATOM 7667 O ASP C 20Z 



-39,029 -0.118 -40.915 1.00 27.15 



8 C 

6 C 



ATOM 



7668 CB ASP C 202 



-41.124 



2.188 -41.728 
2.835 -41.579_ 



1,00 29.17 
1.00 29.3?" 



ATOM 7669 CG ASP C 20Z" 
ATOM 7670 ODl ASP C 202 



-42.477 



-43.060 2.824 -40.468 1.00 27.88 



ATOM 



7671 OD2 ASP C 202 



-42.996 3.396 -42.590 1.00 29.48 



ATOM 



7672 



ATOM 7673_ 



N TYR C 203 
CA TYR C 203 



-38.083 
-36.738 



1.915 



ATOM 



'7674 C TYR C 203 



-36.363 



1.334 
0.461 



-40.852 
-41.10^ 



1,00 28. 3~ 



8 C 

•8~C" 



1.00 31.91 



-39.916 1.00 30.40" 



_6 C 



ATOM 



7675 O TYR C 203 



-35.889 



-0.658 
2.458 



-40.084 
-41.276 



1,00 32.52 



_8 C_ 

6 C 



ATOM 



7676 CB TYR C 203 



-35.720 



1.00 35.36 
1.00 37.81 



"6~C" 
6 C 



ATOM 



7677 CG TYR C 203 



-34.297 2.061 -41.584 



ATOM 7678 CDl TYR C 203 



-33,235 



2.818 
0.953 



-41.081 



l.QO 39.18 
1.00 39.06 



ATOM 7679 CD2 TYR C 203 -34.001 



-42.350 



_6 C^ 

6 C 



ATOM 7680 CEI TYR C 2*03 



-31.928 2.474 -41.374 1.00 40.07 



ATOM 7681 CE2 TYR C 203 



-32.703 



ATOM 7682 CZ TYR C 203 



-31.672 



0.590 

i.36o 



-42.643 1.00 40.51 6 C" 



-42.148 1.00 40.70 



_6 C^ 

8 C 



ATOM 



7683 OH TYR C 203 



-30.382 1.038 -42.459 1.00 41.75 



ATOM 7684 N ILE C 204 



-36.597 



0.959 
0.151 



-38. 685 



l.OQ 27.40 
1.00 26. iF 



7 C 



ATOM 



7665 
7686 
ATOM 7687 



CA ILE C 204 



-36^278 



-37.509 



ATOM 



C_ ILE C 204 
O 



37.014 -1.189 -37.560 1.00 29.21 



ILE C 204 



36.495 -2.231-37.139 1.00 26.86 



ATOM 



7688 



ATOM 7 689 



CB ILE C 204 
CGI ILE C 204 



-36.539 



-35.556 . 



0.954 
2,151 



-36.216 



-36.168 



ATOM 7690 CG2 ILE C 204 



-36.472 



0.122 
3.181 



-34.972 



1.00 23.24 
1.60 22.9^ 



8 C 



1.00 21.28 
1.00 20.90" 



6 C 

"6— C" 



MOH' 7691 CDl ILE C 204 



ATOM 7692 W ASP C 205" 



-35.831 
-38.326 



-35.074 



-1.117 
-2.293 



-37 . 828 1.00 30.15 



6 C 

7 C 



6 C 



ATOM 



7693 CA ASP C 205 



-39.159 



-37.921 



1.00 33.88 
1.00 33.57" 



ATOM 



7694 



ASP C 205 



-38.615 -3.277 -38.962 



ATOM 



ATOM 7 696" 



7695 O ASP C 205 



-38.650 -4.437 -38.670 1.00 34.89 



ATOM 7697 



CB ASP C 205 
CG ASP C 205 



-40.598 
-41.371 



-1.974 -38.314 1.00 36.37 6 C" 



-1.250 -37.236 1.00 36.89 



_6 C_ 

8 C 



ATOM 



7698 ODl ASP C 205 



-42.382 -0.606 -37.590 1.00 39.41 



ATOM 7699 OD2 ASP C 205 



-40.940 -1.296 



-36.085 
-40.099 



1.00 38. ST 



^8 C_ 

7 C 



ATOM 



7700 N GLM C 206 



-38.179 -2,814 



1,00 36.53 



ATOM 7701 CA GLN C 206 



TfTsee -3.636 -41.155 1.00 40.16" 



,,6 C_ 

6 C 



ATOM 



77Q2 C GLN C 206 



-36.342 -4.377 -40.652 1.00 40.35" 



ATOM 



77Q3 O GLM C 206 



"-36.156 -5.599 -40.689 1.00 37.53 8 C 



ATOM 



7704 CB GLN C 206 



-37.204 
-36.881 



-2.662 -42.280 1.00 43.35 



.6 C 
6 C 



ATOM 7705 CG GLN C 206 
ATOM 



3.310 -43.622 1.00 47,58 



7 706 CD GLN C 206 -38,152 -3.891 - 44.237 I.OO 51,32 



^TOM 7707 OEl GLN C 206 -38.448 -5.067 -43.989 1.00 51.86 



J& C^ 

8 C 



ATOM 7708 



ATOM 7709 



NE2 GLN C 206 
N ILE C 207 



-38.887 -3.040 -44.959 



-35.470 



-3.561 
-4.071 



-40.048 
-39.445 



1.00 51.77 
1.00 40.23" 



J C^ 

6 C 



ATOM 7710 CA ILE C 207 



-34.231 



ATOM 7711 C ILE C 207 



ATOM 7712 



ILE C 207 



-34.556 
-33.930 



-5.216 -38.506 



1,00 40.07 



-6.277 -38.502 



1,00 39.88" 
1,00 39.56 



6 C 



ATOM 



7713 CB ILE C 207 



-33.491 -2.943 -38.692 1.00 39.34 



_8 C_ 

6 C 



_C 

_c 
_o 

-£ 
c 



ATOM 



7714 CGl ILE C 207 



32.883 -1.950 -39.688 l.OO 38.49 



ATOM 



7715 CG2 ILE C 207 



-32.467 -3.496 -37.726 



ATOM 7716 CDl ILE C 207 



-31.824 



ATOM 7717 N LYS C 208 



-35.555 



-2.565 
-4.98^ 



-40.592 



1.00 39.21 
1.00 38.63 



ATOM 7718 CA LYS C 208 



-35.954 



-5.996 
-7.230 



^^.664 1.00 41.20 



-36.694 1.00 43.55" 



7 C 

"6~C" 



_C 

__o 
_c 

_C 
_N 

_N 
_C 

_c 

_0 

_c 
_c 
c 



ATOM 7719 C 



LYS C 208 



-36.493 



ATOM 7720 O LYS C 208 



-36.049 -8.339 -37.138 



-37.429 1.00 46.10 6 C 



1.00 45.70" 
1.00 44.01 



_8 C_ 

6 C 



ATOM 



7721 



LYS C 208 



-36.996 -5.419 



■35.754 
-34.763 



"6~C" 



ATOM 



7722 CG LYS C 208 



-37.583 -6.392 



1,00 45.37 
1.00 47.53 



ATOM 7723 CD LYS C 208 



-38.551 



-5.685 
-6.596 



-33.814 



1.00 47,^ 

1.00 48.26 



ATOM 



7724 CE LYS C 208" 



-39.005 
-40.268 



-32.682" 



_6 C_ 

7 C 



ATOM 7725 NZ LYS C 208 



-6.129 -32.044 



ATOM 



7726 N 



ARG C 209 



-37.382 -6.989 -38.415' 



1.00 47,33 
1,00 50, 3T 



1_ C_ 

6 C 



ATOM 



ATOM 



7727 
7728 



CA ARG C 209 



-37.844 -8.202 -39.107 



ARG C 209 



ATOM 



7729 O 



ARG C 209 



36!572 -8.813 -39.710 1.00 50.76 6 C 
-36.262 -9.927 -39.313 1.00 51.34 8_ C 



ATOM 



77 30 CB ARG C 209_ 



-38.989 -8.144 -40.043 



1.00 50.06 
1.00 50.21 



J C_ 

6 C 



aTOH 7731 CG ARG C 209 



-39.233 -7.135 -41.109 



ATOM 7732 CD ARG C 209 



-40.764 -6.936 -41.284 



i.OO 50. 7T 
1,00 51. 9T 



6 C 

T-c" 



ATOM 



7733 



ATOM 



"7734" 



NE ARG C 209 
"CZ ARG C 209" 



•40.906 -5.565 -41.749 



-41.662 -4.594 -41. 2B3 1.00 51.93 6 C 
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ATOM' 


7735 


tmi 


ARG C 209 


-42.497 


-4.693 - 


40.274 


1.00 52.51 


7 C 


N 


ATOM 


7736 


NH2 


ARG C 209 


-41.542 


-3.441 - 


41.917 


1.00 52.70 


7 C 


N 


ATOM 


7737 


N 


ASP C 210 


-35.849 


-8.080 - 


40.544 


1.00 50.19 


7 C 


H 


ATOM 


7738 


CA 


ASP C 210 


-34.641 


-8.656 - 


41.104 


1.00 48.81 


6 C 


C 


ATOM 


7739 


c 


ASP C 210 


^33.736 


-9.369 - 


40.121 


1.00 46.32 


6 C 


C 


ATOM 


7740 


0 


ASP C 210 


-32.731 


-9.929 - 


40.604 


1.00 46.16 


8 C 


0 


ATOM 


7741 


CB 


ASP C 210 


-33.788 


-7.611 - 


41.843 


1.00 49.89 


6 C 


c 


ATOM 


7742 


CG 


ASP C 210 


-34.572 


-7.191 - 


43.070 


1.00 51.33 


6 C 


c 


ATOM 


7743 


ODl 


ASP C 210 


-34.369 


-6.049 - 


43.519 


1.00 52.36 


8 C 


0 


ATOM 


7744 


0D2 


ASP C 210 


-is. 401 


-8.013 - 


43.499 


1.00 52.42 


8 C 


0 


ATOM 


7745 




GLY C 211 


-33.978 


-9.258 - 


•38.835 


1.00 43.25 


7 C 


N 


ATOM 


7746 


CA 


GLY C 211 


-33.212 


-9.831 -37.775 


1.00 40.15 


6 C 


c 


ATOM 


7747 


c 


GLY C 211 


-31.845 


-9.237 - 


•37.435 


1.00 39.47 


6 C 


c 


ATOM 


7748 


0 


GLY C 211 


-30.939 


-9.825 - 


•36.856 


1.00 3^.62 


8 C 


o 


ATOM 


7749- 




ASP C 212 


-31.633 


-8.003 - 


•37.853 


1.00 37,90 


7 C 


N 


t\ 1 \jn 


7750 


CA 


ASP C 212 


-30.353 


-7,317 - 


•37,768 


1.06 34. 8i 


6 C 


c 


ATOM 


7751 


c 


ASP C 212 


-30.405 


-6.179 - 


•36.768 


1.00 33.51 


6 C 


c 


ATOM 


7752 


o 


ASP C 212 


-31.368 


-6.113 - 


■35.993 


1.00 33.29 


8 C 


0 




7753 


CB 


ASP C 212 


-iO.139" 


-6.806 - 


■39.187 


1.00 35.65 


6 C 


c 




7754 


CG 


ASP C 212 


-28.663 


-6.753 • 


•39.576 


1.00 36.85 


6 C 


c 




7755 


ODl 


ASP C 212 


-28.462 


-7.022 - 


-40.778 


1.00 35.13 


8 C 


o 


ATOM 


//so 


0D2 


ASP C 212 


-27.827 


-6.445 -38.700 


1.00 34.31 


8 C 


o 


ATv/n 


7757 


N 


THR C 213 


-29.404 


-5.300 • 


-36.811 


1.00 29.37 


7 C 


N 


ATOM 


/ # 30 


CA 


THR C 213 


-29.398 


-4.166 • 


-35.855 


1.00 25.73 


6 C 


C 


ATOM 


1 toy 




THR C 213 


-28.810 


-2.976 


-36.597 


1.00 25.15 


6 C 


c 


ATOM 


1 f 


Q 


THR C 213 


-28.187 


-3.142 


-37. 654 


1.00 25.3^ 


8 C 


9 


ATOM 


7761 


CB 


THR C 213 


-28. 57^ 


-4.457 


-34.588. 


1.00 24.3^ 


6 C 


c 


ATOM 


/ / Ox 


OGl 


THR C 213 


-27.209 


-4.740 


-34.901 


1.00 23.61 


8 C 


o 


ATOM 


/ / O J 


CG2 


THR C 213 


-29-089 


-S.672 


-33.832 


1.00 21.71 


6 C 


c 


ATOM 


7764 




ILE C 214 


-28.980 


-1,771 


-36.052 


1.00 25.90 


7 C 


N 


ATOM 


7765 " 


CA 


TLE C 214 


-28.404 


-0.567 


-36. 640 


1.00 24.09 


6 C 


c 


ATOM 


7766 




ILE C 214 


-27.966 


0.343 


-35.483 


1.00 23.90 


6 C 


c 


ATOM 




Q 


TLE C 214 


-28.461 


0.358 


-34.363 


1.00 20.18 


8 C 


O 


ATOn 


f>ft 
r f oo 


CB 


ILE C 214 


-29.374 


0.203 


-37 . 566 


1.00 23.72 


6 C 


c 


ATOM 


f r V7 


CGI 


ILE C 214 


-30.744 


0 . 420 


-36.880 


1.00 24.50 


6 C 


c 


ATOM 


7770 


CG2 


XLE C 214 


-29,567 


-0.544 


-38 . 862 


1.00 23.86 


6 C 


c 


ATOM 


7*7*71 
t t t X 


CDl 


ILE C 214 


-31.585 


1 . 518 


-37 . 55 6 


1.00 24,05 


6 C 


c 


ATOM 


f / 


w 


GLY C 215 


-26.965 


1 . 147 


-35 .789 


1.00 23.79 


7 C 


N 


ATOM 


7773" 


CA 


GLY C 215 


-26.427 


2.146 


"^H . O / D 


1.00 21.75 


6 C 


c 


ATOM 


1 1 t H 




GLY C 215 


-26.715 


3 . 517 


— JO ,H 1 H 


1.00 21.75 


6. C 


c 




7775 


o 


GLY C 215 


-27.723 




— J D . X 70 


1.00 19.76 


8 C 


O 


ATOM 


7776 ' 


H 


GLY C 216 


-25.725 


4 . 414 


— 35 . 3d f 


1.00 18.75 


7 C 


N 


ATOM 
Al wn 


nil 


CA 


GLY C 216 


■-i5.9l5 




— C Q ~} O 


1.00 20.06 


6 C 


c 


ATOM 


"7*7"7R 




GLY C 216 


-24.^79 


a i**s 


— J J • /LVf. 


1.00 22.09 


6 C 


c 


AAUn 


7779 


o 


GLY C 216 


-23.849 


6.327 


-34.708 


1.00 20.42 


8 C 


O 


AX W 


"^"Iso 


N 


VAL C 217 


-25.242 


7.997 


-35.450 


1.00 20.73 


7 C 


N 




7781 


CA 


VAL C 217 


-24.411 


9.094 


-34.976 


1.00 20.90 


6 C 


C 


ATOM 


7782 


C 


VAL C 217 


-25.270 


10.048 


-34.173 


1.00 22.49 


6 C 


c 


ATOM 

Al v/n 


. 7783 


o 


VAL C 217 


-26.278 


10.576 


-34.661 


1.00 23.28 


8 C 


o 


Al w/n 


7784 


CB 


VAL C 217 


-23.733 


9.873 


-36.127 


1.00 21.47 


' i c 


c 


ATOM 


7785 


CGI 


. VAL C 217 


-22.884 


11.022 


-35.605 


1.00 19.27 


i c 


c 


ATOM 


7786 


CG2 


: VAL C 217 


-22.859 


8.864 


-36.867 


1.00 20.32 


6 C 


c 


ATOM 


7787 


N 


VAL C 218 


-^4.836 


10.290 


-32,924 


1.00 20.99 


7 C 


N 


ATOM 


7788 


CA 


VAL C 218 


-25.507 


11.184 


-32.035 


1.00 19.74 


6 C 


c 


ATOM 


7789 


C 


VAL C 218 


-24,634 


12.414 


-31.823 


1.00 22.13 


6 C 


c 


ATOM 


7790 


o 


VAL C 218 


-23.421 


12.318 


-31.839 


1.00 19.98 


8 C 


o 


ATOM 


7791 


CB 


VAL C 218 


-25.927 


10.510 


-30.725 


1.00 21.20 


6 C 


c 


ATOM 


7792 


CGXAVAL C 218 


-25.976 


11.415 


-29.512 


0.50 22.21 


6 C 


c 


ATOM 


7793 


CGIBVAL C 218 


-27.078 


9.547 


-30.976 


0.50 26. ll 


6 C 


c 


ATOM 


7794 


CG2AVAL C 218 


-27.322 


9.895 


-30.935 


0.50 20.07 


6 C 


c 


ATOM 


7795 


CG2&VAL C 218 


-24.735 


9.840 


-30.055 


0.50 18.87 


6 C 


c 


ATOM 


7796 


•N 


GLU C 219 


-25.334 


13.551 


-31.670 


1,00 20.05 


7 C 


N 


ATOM 


7797 


CA 


GLU C 219 


• -24.661 


14.812 


-31.488 


1.00 19,25 


6 C 


c 


ATOM 


7798 


C 


GLU C 219 


-25.052 


15.442 


-30.161 


1.00 19.29 


6 C 


c 


AT<Xf 


7799 


O 


GLU C 219 


-26.259 


15.578 


-29.956 


1.00 21.30 


8 C 


o 


ATOM 


7800 


CB 


GLU C 219 


-25.067 


15.776 


-32.636 


1.00 19.46 


6 C 


c 


ATOM 


7801 


CG 


GLU C 219 


-24,403 


17.125 


-32.497 


1.00 22.63 


6 C 


c 


ATOM 


7802 


CD 


GLU C 219 


-24 , 555 


17.992 


-33.738 




6 C 


Q 


ATOM 


7803 


OEl GLU C 219 


-25.364 


18.920 


-33.669 


1.00 23.76 


8 C 


0 


■ ATOM 


7804 


OB2 GLU C 219 


-23.887 


17.830 


-34.761 


1.00 23.10 


8 C 


d 


ATOM 


. 7805 


N 


THR C 220 


-24.106 


15.929 


-29.388 


1.00 18.08 


7 C 


N 


ATOM 


7806 


CA 


THR C 220 


-24.441 


16.605 


-28.116 


1.00 20.10 


6 C 


c 


ATOM 


7807 


C 


THR C 220 


-24.029 


18.063 


-28.272 


1.00 17.24 


6 C 


c 


ATOM 


7808 


0 


THR C 220 


-22.927 


18.298 


-28.828 


l.Ob 19.29 


8 C 


o 


ATOM 


7809 


CB 


THR C 220 


-23.651 


15.979 


-26.945 


1.00 18.56 


6 C 


c 


ATOM 


7810 


OGl THR C 220 


-24.100 


14.617 


-26.746 


1.00 18.66 


8 C 


o 


ATOM 


7811 


CG2 THR C 220 


-23.824 


16.711 


-25.^23 


1.00 18.93 


6 C 


c 


ATOM 


7812 


N 


VAL C 221 


-24.853 


18.979 


-27.820 


1.00 16.50 


7 C 


H 


ATOM 


7813 


CA 


VAL C 221 


-24.538 


20.412 


-27.9^0 


1.00 17.83 


6 C 


c 



wo 2004/029239 




;T/GB2003/004104 



100/189 



ATOM 7814 C VAL C 221 



-24.559 21.042 -26.566 1>00 18.25 
"25.522 20.80 ^-25.627 1.00 _i9T48: 



6 C 



8 C 




wo 2004/029239 




:T/GB2003/004104 



101/189 



ATOM 


7893 


CB 


VAL C 233 


0.251 


24,222 - 


20.569 


1.00 17.77 


6 I 


C 


c 


ATOM 


7894 


CGI 


VAL C 233 


-0.159 


25.678 - 


20,858 


1.00 19.04 


6 1 


c 


c 


ATOM 


7895 


CG2 


VAL C 233 


-0.537 


23.727 - 


19,370 


1.00 15.98 


6 1 


C 


c 


ATOM 


7896 


N 


GLN C 234 


-0.298 


21,017 - 


21.638 


1.00 16.94 


7 


c 


N 


ATOM 


7897 


CA 


GLN C 234 


0.085 


19,604 - 


21.599 


1.00 15.94 


6 


c 


c 


ATOM 


7898 


C 


GLN C 234 


-1.023 


18.830 - 


22.304 


1.00 18,22 


6 


c 


c 


ATOM 


7899 


0 


GLN C 234 


-2.222 


19.194 - 


22.149 


1,00 16.88 


8 


c 


0 


ATOM 


7900 


CB 


GLN C 234 


0.362 


19.178 - 


20.153 


l.OO 16.17 


6 


c 


c 


ATOM 


7901 


CG 


GLN C 234 


1.111 


17.858 - 


20,003 


1.00 15.25 


6 


c 


c 


ATOM 


7902 


CD 


GLN C 234 


2.594 


17.924 - 


•20.317 


1.00 17.16 


6 


c 


c 


ATOM 


7903 


OEl 


GLN C 234 


3.251 


16.874 - 


•20.375 


1.00 14.62 


8 


c 


0 


ATOM 


7904 


NE2 


GLN C 234 


3.127 


19,122 - 


•20.490 


1.00 12.81 


7 


c 


N 


ATOM 


7905 


N 


TRP C 235 


-0.670 


17,737 - 


■23,005 


1,00 15,25 


7 


c 


N 


ATOM 


7906 


CA 


TRP C 235 


-1.696 


17.061 - 


-23,815 


1.00 17.39 


6 


c 


c 


ATOM 


7907 


C 


TRP C 235 


-2.904 


16.598 - 


-23.029 


1.00 18.42 


6 


c 


c 


ATCM 


7908 


0 


TRP C 235 


-4.059 


16.642 -23.517 


1.00 14,83 


8 


c 


o 


ATOM 


7909 


CB 


TRP C 235 


-1,098 


15.833 -24.549 


1.00 16,96 


6 


c 


c 


ATOM 


7910 


CG 


TRP C 235 


-0,701 


14,740 -23.569 


1.00 18.59 


6 


c 


c 


ATOM 


7911 


CDl 


TRP C 23b 


0.471 


14.696 -22.866 


1.00 17.08 


6 


c 


c 


Ml wn 


7912 


CD2 


TRP C 235 


-1.454 


13.583 - 


-23.196 


1.00 18.73 


6 


c 


c 


ATOM 


7913 


NEl 


TRP C 235 


0.452 


13.605 ■ 


-22.050 


1,00 19.02 


7 


c 


N 


ATOM 


• 7914 


CE2 


TRP C 235 


-0.715 


12.897 -22.209 


1.00 18.39 


6 


c 


c 




7915 


CE3 


TRP C 235 


-2.701 


13.055 -23.593 


1.00 18.20 


6 


c 


c 


ATOM 


7916 


CZ2 


TRP C 235 


-1.106 


11.667 -21.671 


1.00 17.23 


6 


c 


c 




7917 


CZ3 


TRP C 235 


-3.146 


11.893 -23.666 


1.00 19.03 


6 


c 


c 


ATOM 


7918 


CH2 


TRP C 235 


-2.351 


11.212 -22.024 


1.00 19.48 


6 


c 


c 




■ 7919 


N 


ASP C 236 


-2.634 


16.051 


-21.840 . 


1.00 16.82 


7 


c 


N 




T§20 


CA 


ASP C 236 


-3.745 


15.495 


-21 . 060 


1,00 18.29 


6 


c 


c 


ATOM 


7921 


c 


ASP C 236 


-4.559 


16.559 


-20 , 328 


1,00 20.07 


6 


c 


c 


ATOM 


7^22 ' 


o 


ASP C 236 


-5.393 


16, 211 


— ly , 4 /ly 


1.00 19-11 


6 


c 


0 


ATOM 


7923 


CB 


ASP C 236 


-3.287 


• 14 • 4oo 


— . UU4b 


1,00 18.78 


6 


c 


c 


ATOM 


7924 


CG 


ASP C 236 


-2.205 


15 . 008 




1.00 20.38 


6 


c 


c 




7925 


ODl 


ASP C 236 


-1.793 


16. 184 


_ 1 Q 1 TA 

— ly . 1 /u 


1,00 20.17 


8 


c 


o 


IV TOM 


792^. 


0D2 


ASP C 236 


-1.675 


14 . 


—18 ,288 


1.00 23,20 


8 


c 


0 




7927 


N 


ARG C 237 


-4.346 




.ox/ 


1.00 19,35 


7 


c 


N 




7928 


CA 


ARC C 237 


-5.183 


J.O .ODD 


—19 . 996 


1.00 18.66 


6 


c 


c 


ATOM 


7929 


c 


ARG C 237 


-6.179 




-21 . 043 


1.00 16.82 


6 


c 


c 


«XV/li 


7930 


0 


ARG C 237 


-6.991 


20 .265 


-20 . 757 


1.00 16.85 


8 


c 


o 


ATOM 


7931 


CB 


ARG C 237 


-4.298 




—19 . 498 


1.00 18.66 


6 


c 


c 


ATOM 


7932 


CG 


ARG C 237 


-3.534 


19.513 


-16.271 


1.00 20.46 


6 


c 


c 


■ ATOM 


7933 


CD 


ARG C 237 


-2.821 


20.477 


-17.406 


1.60 23.04 


6 


c 


c 


ATOM 


7934 


NE 


ARG C 237 


-3,661 


21,577 


-16.986 


1.00 i6.25 


7 


c 


H 


ATOM 


7935 


C2 


ARG C 237 


-3.225 


22.790 


-16,657 


1.00 25.82 


6 


c 


c 


ATOM 


7936 


KHl 


ARG C 237 


-4.139 


23.697 


-16,321 


1.00 28.11 


7 


c 


N 


ATOM 


7937 


NH2 


ARG C 237 


-1.942 


23.069 


-16,614 


1.00 24.22 


7 


c 


N 


ATOM 


7938 


N 


LYS C 238. 


-6.085 


18.875 


-22.276 


1.00 15.33 


7 


c 


N 


ATOM 


7939 


CA 


LYS C 238 


-6.980 


19,370 


-23.359 


1.00 14.28 


6 


c 


c 


ATOM 


7940 


C 


LYS C 238 


-8.383 


18.886 


-23.112 


1.00 17.43 


6 


c 


c 


ATOM 


7941 


0 


LYS C 238 


-8.651 


17.693 


-22.927 


1.00 15.19 


8 


c 


o 


ATOM 


7942 


CB 


LYS C 238 


-6.406 


18.946 


-24.718 


1.00 15.87 


6 


c 


c 


ATOM 


7943 


CG 


LYS C 238 


-5.098 


19.687 


-is. 604 


1.00 16,72 


6 


c 


c 


ATOM 


7944 


CD 


LYS C 238 


-4,481 


19.236 


-26.355 


1,00 18.37 


^ 


c 


c 


ATOM 


7945 


CB 


LYS C 238 


-3.163 


20.084 


-26.489 


1.00 22.30 


6 


c 


c 


ATOM 


7946 


NZ 


LYS C 238 


-2.593 


19.855 


-27.858 


1.00 21.81 


7 


c 


N 


ATOM 


7947 


N 


LEU C 239 


-9.381 


19.793 


-23.151 


1.00 18.85 


7 


c 


N 


ATOM 


7948 


CA 


LEO C 239 


-10.748 


19.356 


-22.810 


1.00 18.15 


6 


c 


c 


ATOM 


7949 


C 


LEO C 239 


-11.437 


18.571 


-23.924 


1.00 18.28 


6 


c 


c 


. ATOM 


7950 


0 


LEO C 239 


-12.198 


17.656 


-23.^28 


1.00 18,33 


8 


c 


o 


ATOM 


7951 


CB 


LEU C 239 


-11.628 


20.541 


-22.423 


1.00 16,23 


6 


c 


c 


ATOM 


7952 


CG 


LEO C 239 


-13.090 


:^0.239 


-22.027 


1,00 16.72 


^ 


c 


c 


ATOM 


795^ 


CDl LEU C 239 


-13.216 


19.199 


-20.94 4 


1.00 16.89 


6 


c 


c 


ATOM 


7954 


•CD2 LEO C 239 


-13.739 


21,587 


-21.638 


1.00 17,07 


6 


c 


c 


ATOM 


7955 


N 


ASP C 240 


-11.122 


18,911 


-25.177 


1.00 18.29 


7 


c 


N 


ATOM 


7956 


CA 


ASP C 240 


-11.722 


18.119 


-26.267 


1.00 19.78 


6 


c 


c 


ATOM 


7957 


C 


ASP C 240 . 


-11.258 


16.662 


-26.081 


1.00 18.45 


6 


c 


c 


ATOM 


7958 


0 


ASP C 240 


-11.995 


15.708 


-26.240 


1.00 16. 9^ 


8 


' c 


0 


ATOM 


7959 


CB 


ASP C 240 


-11.357 


18.636 


-27.650 


1.00 19.05 


6 


c 


c 


ATOM 


7960 


CG 


ASP C 240 


—9 . 3 JO 


19.017 


-27.940 


1.00 21.08 


6 


c 


c 


ATOM 


7961 


ODl ASP C 240 


-9.094 


19.039 


-2^.998 


1,00 20,08 


8 


c 


0 


ATOM 


7962 


0D2 ASP C 240 


-9.582 


19.301 


-29.136 


1,00 19.77 


8 


c 


o 


ATOM 


- 7963 


N 


ALA C 241 


-9.993 


16,542 


-25.726 


1,00 16,14 


7 


c 


N 


ATOM 


7964 


CA 


ALA C 241 


-9.403 


15,195 


-25.587 


1.00 17.98 


6 


c 


c 


ATOM 


7965 


C 


ALA C 241 


-9.994 


14.442 


-24.416 


1.00 17.01 


6 


c 


c 


ATOM 


7966 


0 


ALA C 241 


-10.296 


13.244 


-24.548 


1.00 17.68 


8 


c 


0 


ATOM 


7967 


CB 


ALA C 241 


-7.902 


15.271 


-25.520 


1.00 18.32 


6 


c 


c 


ATOM 


7968 


N 


ARG C 242 


-10.231 


15,147 


-23,308 


1.00 17.57 


7 


c 


N 


ATOM 


7969 


CA 


ARG C 242 


-10.890 


14.483 


-22 . 182 


1.00 18,64 


6 


c 


c 


ATOM 
ATOM 


7970 
■ 7971 


C 
0 


ARG C 242 
ARG C 242 


-12.286 
-12.716 


14.028 
12.941 


-22.636 
-22.i21 


1.00 17,42 
1.00 17.48 


6 
8 


c 
c 


c 

0 



wo 2004/029239 
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ATOM 



ATOM 



7972 
7973 



CB ARGC242 



102/189 

10.932 15.431 -2Q-9ai 1-00 20>06 



C6 RRG C 242 



-9.596 15.665 -20.320 1^00 24.25 



6 C 
"6~C" 



-£ 
_c 

N 



ATOM 7974 CD ARG C 
7975 NE ARG C 



ATOM 



242 -9.556 16.819 -19>287 l.uu 25.10 6 C 

242 -8.229 16.728 -18-634 1.00 25.21 7 C 



ATOM 



797 6 CZ ARG C 242 



-7.981 17-38S -17.492 1*00 26.94 



ATOM 



7977 



WHl 
NH2 



ARG C 242 



-8.855 1R-I7a -16.878 1.00 26.11 



26.95 



^6 C_ 

7 C 



"7""C" 

7 C 



ATOM 



7978 



ARG C 242 



-6.811 17.274 -16-894 1.00 



ATOM 



797? N 



LEO C 



243 

^4r 



-13.057 14.644 -23.369 1>00 



_C 

-£ 
_o 
_c 

JC 
_C 

_c 

_0 

c 



ATOM 



7980 CA LEU C 



ATOM 7981 C LEO C 243 



-14.379 14.434 -23.817 
-14.293 13.219 -24.739 



1.00 



1.00 



14.79 
16.23 



6 C 



■IsilSl 12!356 -24!716 l.uO 15.76 



6 C 
"8— C" 



ATOM 7982 O LEO C 243 



ATOM 



7983 CB LEU C 243 



-15.102 15.550 -24.612 
-15.538 16.674 -23.607_ 



1.00 14.94 



ATOM 7984 CG LEU C 



ATOM 7985 CDl LEU C 



243 
"243" 



1.00 



-15.715 18.005 -24.303 l-OQ 



18.65 
18.30 



ATOM 7986 CD2 LEO C 243 



ATOM 7987 N ALA C 244 



ATOM 



ATOM 
ATOM 



ATOM 



ATOM 



-16.795 



7988 CA ALA C 244 



7989 C ALA C 244 



-13.042 
-12.977 



16.243 
13*210 



-22.919 1.00 14.08 



6 C 



-25.557 1.00 16.60 



12.113 
10.803 



-26.483 
-25.731 



1.00 15.83 



7 C 



1.00 18.86 



7990 O ALA C 244 



-13.624 9.777 -26.102 1.00 19.25 



8 C 



ATOM 7991 CB ALA C 244 



7992 
7993 



GLN C 245 



-11.859 12.411 -27.406 
-12.177 10.751 -24.676 



1.00 
1.00 



16.18 



CA GLN C 245 



-12.086 9.500 -23.926 
-13.479 9.155 -23 . 4 08 



1.00 



16.16 
17.17 



6 C 



17.42 

TSTFT 



7 C 



_C 
JC 

o 

;;c 

JC 
jC 
_0 

JS 
__c 

_C 

o 

JC 
N 

c 
,c 

_0 

_c 
c 
c 

K 
C 

c 

0 

c 
c 
c 

N 

c 
o 

c 

0 



ATOM 7994 C GLN C 245 



1.00 



ATOM 



7995 O GLN C 245 



-13.996 8.037 -23.597 1.00 



9.617 -22.716 1.00 17.31 6 C' 



ATOM 



ATOM 



ATOM 



7996 CB GLN C 



7997 CG GLN C 



245 

"24r 



7998 CD GLN C 245 



-11.103 
-11.208 



8.403 



-10.298 8.456 



21.814 
-20.587 



1.00 18.25 



1.00 24.40 



6 C 
"6^ 



ATOM 7999 OEl GLN C 245 



-9.746 7.421 -20.147 1.00 27.97 8 C 



ATOM 8000 NE2 GLN C 



ATOM 8001 N ALA C 



245 
■246" 



-10.113 9.610 



-14.148 10.095 



"19.986 
-22.750 



1.00 21.35 



1.00 



15.09 
16.83 



7 C 



6 C 



ATOM 8002 CA ALA C 24 6 



ATOM 



-15.471 9.778 -22.219 1.00 



ATOM 8003 C ALA C 246 



-16.493 9.301 



ATOM 8004 O ALA C 24 6 



-17.237 8.329 



-23.251 
-22.998 



1.00 
1.60 



18.21 



8005 CB ALA C 24 6 



-15.931 
-16.506 



10.988 



-21.417 
-24.459 



1.00 



19.58 
15.85 



6 C 



ATOM 8006 N VAL C 247 



ATOM 



9.900 



1.00 19.33 



8007 CA VAL C 247 



-17.497 



9.497 



-25.462 
-25.977 



1.00 19.83 



_6 C_ 

6 C 



ATOM 8008 C VAL C 247 



-17.202 



8.090 



1.00 
ITOO 



19.24 



ATOM 8009 • O 



VAL C 247 



-18.108 



7.267 



-26.120 
-26.650 



17.75 



1.00 19.36 



J C_ 

6 C 



ATOM 



8010 CB VAL C 247 



-17.600 10.490 



ATOM 8011 CGI VAL C 247 



-16.527 
-18.148 



9.992 
11.828 



-27.774 
2^.168 



1.00 16.32 



_6 C^ 

6 C 



ATOM 



8012 CG2 VAL C 247 



ATOM 8013 N VAL C 248 



-15.948 7,812 



-26.846 



1.00 19.27 



1.00 16.05 



J C_ 

6 C 



ATOM 8014 CA VAL C 248 



-15.632 



6.494 



1.00 15.69 



ATOM 8015 C VAL C 248 



-15.752 



5.455 



-25.760 
-26.193 



1.00 18.64 



6 C 



ATOM 8016 O VAL C 248 



-15.942 4.337 



1.00 16.90" 



ATOM 8017 CB VAL C 248 



-14.217 6.499 -27.487 1.00 17.54 6 C' 



ATOM 8018 CGI VAL C 248 



"-13.691 5.102 -27.830 1.00 17. OO" 



ATOM 8019 CG2 VAL C 248 -14.243 
ATOM 8020 N SER C 249 -15.666 
ATOM ' ™ 



7 . 388 -28.735 1.00 15.74 



6 C 



8021 CA SER C 



249 



-15.907 
-17.364 



5.793 -24.471 1.00 17.44 



4 .858 



-23.401 
-23.327 



1.00 19.12 



8 C 



ATOM 8022 C SER C 



4 .352 



1.00 20.12 



ATOM 8023 O SER C 



ATOM 



8024 CB SER C 



249 
249 



-17.613 
-15.569 



3.340 
5.430 



-22.639 
-22.030 



1.00 18.54 



1.00 17.76 



6 C 



ATOM 8025 OG SER C 



ATOM 



ATOM 



8026 
8027 



N 



ILE C 



249 
250 



-16.642 6.270 -21.485 1.00 17.59" 



-18.266 5.007 -24.061 1.00 19.75 



CA ILE C 250 



-19.662 
-19.757 



4.515 
3.203 



-24.007 1.00 19.11 



6 C_ 

6 C 



jC 
JO 

_o 

S 
_C 

__c 
__c 

_C 

_c 
_c 

_0 

-5 

_c 
c 

_0 

c 



ATOM 8028 C ILE C 250 



ATOM 



ATOM 



ATOM 



-24.767 1.00 18.53" 



8029 
8030 



ILE C 



CB ILE C 



250 



-19.22^ 3.116 -25.871 l.OO" 



8031 CGI ILE C 250 



-20.672 



5.521 



-20.599 6.834 



-24.591 
-23.792 



1.00 



17.34 
18.36 



1.00 20.73 



6 C 



ATOM 8032 CG2 ILE C 



250 



-22,080 



4.929 
8.019 



-24.503 
-24.557 



1.00 16.47 



ATOM 



8033 CDl ILE C 



-21.192 
-20.415 



TTocT 



21.^8 
19.41 



6 C, 

7 C 



ATOM 8034 N ASN C 251 



2.201 



-24.215 
-24.919 



1.00 



ATOM 8035 CA ASN C 251 



-20.638 



ATOM 8036 C ASN C 251 



-21.063 



0.943 
1.129 



1.00 19. 9T 



-26.370 1.00 20.76 



ATOM 8037 O 
ATOM 8038 CB 



ASN C 
ASN C 



251 



-22.026 1.867 -26.606 1.00 17.84 



251 



-21.844 



ATOM 8039 



ATOM 8040 



CG 
ODl 



ASN C 251 



-21.428 



0.245 
-0.256 



24.250 1.00 18.29 



8 C 



-22.866 1.00 18.65 6 C_ 



ASH C 



251 
251 



-20.892 
-21.693 



0.476 -22.051 1.00 19.92 



_8 C_ 

7 C 



ATOM 8041 ND2 ASN C 



-1.512 -22.608 1.00 17.27 



ATOM 8042 N ALA C 252 -20.331 0.467 



-27.284 
-28.696 



1.00 20.53" 



_7 C_ 

6 C 



AT OM 8043 CA ALA C 252 -20.686 
ATOM 8044 C ALA C 252_ -20.215 



0.453 



1.00 21.34 



1.673 



•29.452 
-30.688 



1.00 22.29 



J C_ 

8 C 



ATOM 8045 O ALA C 252 



ATOM 



ATOM 



ATOM 



-20.318 1.661 



1.00 20.42" 



8046 CB ALA C 252 



8047 N PHE C 



-22.175 0.161 -28.966 1.00 19.97 6 C 



8048 CA PHE C 



253 
253 



-19.604 2.675 -28.782 



-19.097 



3.816 -29.525 



1.00 
1,00 



20.69 



19.75 



6 C_ 

6 C 



_C 

_c 
o 



ATOM 8049 C PHE C 253 



-17.727 3.479 -30.131 1.00 19.72 



ATOM 8050 O PHE C 253" 



-16.765 2.946 -29.552 1.00 17.86 8 C 
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ATOM 


8051 


CB 


PHE 


C 


253 


-19.097 


5,124 ' 


-28 . 739 


1.00 19.60 


6 


C 


c 


ATOM 


8052 


CG 


PHE 


c 


253 


-20.464 


5.754 • 


-28 • 532 


1.00 20.55 


6 


C 


c 


ATOM 


8053 


GDI 


PHE 


c 


253 


-21.526 


5.066 


-28 . 012 


1.00 19-27 


6 


c 


c 


ATOM 


8054 


CD2 


PHE 


c 


253 


-20.659 


7.100 


-28. 871 


1.00 19.89 


6 


c 


c 


ATOM 


8055 


CBl 


PHE 


c 


253 


-22.765 


5.676 - 


-27.814 


1 .00 20 . 54 


6 


c 


c 


ATOM 


8056 


CE2 


PHE 


c 


253 


-21.868 


7,723 


-28 . 692 


1.00 19.60 


6 


c 


c 


ATOM 


8057 


CZ 


PHE 


c 


253 


-22. 949 


7,014 


-28 .169 


r.OO 20.90 


6 


c 


c 


ATOM 


8058 


N 


LYS 


c 


254 


-17.572 


3.817 


-31. 393 


1.00 17.06 


7 


c 


N 


ATOM 


8059 


CA 


LYS 


c 


254 


-16.315 


3.497 


-32. 120 


1.00 17.32 


6 


c 


c 


ATOM 


8060 


C 


LYS 


c 


254 


-15.644 


4.750 


-32. 609 


1.00 15.71 


6 


c 


c 


ATOM 


8061 


o 


LYS 


c 


254 


-14.708 


4.723 


-33. 425 


1.00 17.86 


8 


c 


0- 


ATOM 


8062 


CB 


LYS 


c 


254 


-16.710 


2.566 


-33. 325 


1.00 16.23 


6 


c 


c 


ATOM 


8063 


CG 


LYS 


c 


254 


-17.288 


1.245 


-32.804 


1.00 18.56 . 


6 


c 


c 


ATOM 


6064 


CD 


LYS 


c 


254 


-16:310 


0.402 


-31.971 


1.00 17.98 


6 


c 


c 


ATOM 


.8065 


•CE 


LYS 


c 


254 


-15,188 


-0.137 


-32.844 


1.00 17.35 


6 


c 


c 


ATOM 


8066 


NZ 


LYS 


c 


254 


-14.309 


-1.063 


-32.080 


1.00 20.90 


7 


c 


N 


ATOM 


8067 


H 


GLY 


c 


255 


-16.125 


5.910 


-32.202 


1.00 18.20 


7 


c 


M 


ATOM 


8068 


CA 


GLY 


c 


255 


-15.524 


7.154 


-32.660 


1.00 19.14 


6 


c 


c 


ATOM 


8069 


C 


GLY 


c 


255 


-16.137 


8.400 


-32.035 


1.00 18.82 


6 


c 


c 


ATOM 


8070 


o 


GLY 


c 


255 


-17.276 


8.391 


-31.560 


1,00 18,29 


8 


c 


o 


ATOM 


8071 


N 


VAL 


c 


256 


-15.367 


9.493 


-32,163 


1,00 20.02 


7 


c 


N 


ATOM 


8072 


CA 


VAL 


c 


256 


-15.857 


10.785 


-31.652 


1.00 17.56 


6 


c 


c 


ATOM 


8073 


C 


VAL 


c 


256 


-15.279 


11.919 


-32.480 


1.00 16.76 


6 


c 


c 


ATOM 


8074 


0 


VAL 


c 


256 


-14.167 


11.792 


-33.017 


1.00 16.02 


^ 


c 


o 


ATOM 


8075 


CB 


VAL 


c 


256 


-15.562 


10.895 


-30.131 


1.00 15.73 


6 


c 


c 


ATOM 


8076 


CGI 


VAL 


c 


256 


-14.045 


10.851 


-29.995 


1.00 14.81 


6 


c 


c 


ATOM 


8077 


CG2 


VAL 


c 


256 


-16.188 


12.215 


-29.601 


1.00 13.91 


6 


c 


c 


ATOM 


8078 


N 


GLO 


c 


257 


-15,988 


13.036 


-32.698 


1.00 17.59 


7 


c 


N 


ATOM 


8079 


CA 


GLO 


c 


257 


-15.478 


14,157 


-33.482 


1.00 17.58 


6 


c 


c 


ATOM 


8080 


C 


GLO 


c 


257 


-16.063 


15.472 


-32,959 


1.00 18.71 


6 


c 


c 


ATOM 


8081 


o 


GLU 


c 


257 


-17.144 


15.469 


-32.358 


1.00 19.65 


8 


c 


o 


ATOM 


8082 


CB 


GLU 


c 


257 . 


-X5.792 " 


13.99^ 


-34.972 


1.00 19.62 


6 


c 


c 


ATOM 


' 8083 


CG 


GLU 


c 


257 


-17.i^S 


14.099 


-i5.i35 


1.00 19.72 


6 


c 


c 


ATOM 


8084 


CD 


GLO 


c 


257 


-17.603 


13.844 


-36.802 


1.00 22.86 


6 


c 


c 


ATOM 


8085 


OEl 


GLU 


c 


257 


-16.755 


13.585 


-37.682 


1.00 22.45 


8 


c 


o 


ATOM 


8086 


0£2 


GLU 


c 


257 


-18.834 


13.929 


-37.074 


1.00 23.03 


8 


c 


o 


ATOM 


8087 


N 


PHE 


c 


258 


-15.439 


16.577 


-33.220 


1.00 17.33 


7 


c 


M 


ATOM 


8088 


CA 


PHE 


c 


258 


-15.822 


17.910 


-32.807 


1.00 17.87 


6 


c 


c 


ATOM 


8089 


C 


PHE 


c 


258 


-16.014 


18.885 


-33.960 


1.00 19.11 


6 


c 


c 


ATOM 


8090 


o 


PHE 


c 


258 


-15.115 


19.069 


-34,825 


1.00 17,91 


8 


c 


o 


ATOM 


8091 


CB 


PHE 


C 258 


-14.696 


18.417 


-31.876 


1.00 16.57 


6 


c 


c 


ATOM 


8092 


CG 


PHE 


c 


258 


-14.498 


17.512 


-30. 677 


1.00 19.06 


6 


c 


c 


ATOM 


8093 


CDl 


PHE 


c 


258 


-13.642 


16.403 


-30.723 


1.00 19.28 


6 


c 


c 


ATOM 


8094 


CD2 


PHE 


c 


258 


-15.152 


17.852 


-29.483 


1.00 19.90 


6 


c 


c 


.ATOM 


8095 


CEl 


PHE C 258 


-13,474 


15.589 


-29.612 


1.00 19.29 


6 


c 


c 


ATOM 


8096 


CE2 


PHE 


c 


258 


T14.943 


17.040 


-28.358 


1.00 20.93 


^ 


c 


c 


ATOM 


8097 


CZ 


PHE 


c 


258 


-14.158 


15.908 


-28.430 


1.00 19.41 


6 


c 


c 


ATOM 


8098 


N 


GLY 


C 259 


-17.125 


19.590 


-33.902 


1.00 18.69 


7 


c 


N 


ATOM 


8099 


CA 


GLY 


C 


259 


-17,428 


20,620 


-34.932 


1.00 20.26 


6 


c 


• c 


ATOM 


8100 


C 


GLY 


C 


259 


-17.538 


19.894 


-36.287 


1.00 22.42 


6 


c 


c 


ATOM 




O 


GLY 


c 


259 


-18.190 


18.852 


-36.399 


1.00 21.65 


8 


c 


o 


ATOM 


8102 


N 


LEU 


c 


260 


-16.834 


20.367 


-37.290 


1.00 22.29 


7 


c 


N 


ATOM 


8103 


CA 


LEU 


c 


260 


-16.825 


19.681 


-38.585 


1.00 22.83 


6 


c 


c 


ATOM 


8104 


C 


LEU 


c 


260 


-16.304 


18.252 


-38.421 


1.00 21.52 


6 


c 


c 


ATOM 


8105 


0 


LEU 


c 


260 


-16.616 


17,437 


-39.279 


1.00 18.56 


8 


c 


0 


ATOM 


8106 


CB 


LEU 


c 


260 


-15.953 


20.410 


-39.598 


1.00 22.97 


6 


c 


c 


ATOM 


8107 


CG 


LEU 


c 


260 


-16.601 


21.578 


-40.336 


1.00 25.21 


6 


c 


c 


ATOM 


8108 


CDl 


LEU 


c 


260 


-15.581 


22.228 


-41.244 


1.00 25.19 


6 


c 


c 


ATOM 


8109 


CD2 


T.RU 


c 


260 


-17.822 


21.110 


-41.160 


1.00 25.95 


6 


c 


c 


ATOM 


8110 


N 


GLY 


c 


261 


-15.385 


18.000 


-37.473 


1.00 18.93 


7 


c 


N 


ATOM 


8111 


CA 


GLY 


c 


261 


-14.996 


16.603 


. -37.256 


1.00 17.61 


6 


c 


c 


ATOM 


8112 


C 


GLY 


c 


261 


-14.194 


16.077 


-38,456 


1.00 19-71 


6 


c 


c 


ATOM 


8113 


0 


GLY 


c 


261 


-13.372 


16.798 


-39.031 


1.00 20.54 


8 


c 


0 


ATOM 


8114 


N 


PHE 


c 


262 


-14.453 


14.839 


-38.823 


1,00 19.71 


7 


c 


N 


ATOM 


8115 


CA 


PHE 


c 


262 


-13.738 


14.221 


-39.947 


1.00 21.92 


6 


■ c 


c 


ATOM 


8116 


C 


PHE 


c 


262 


-13.872 


15.034 


-41.240 


1.00 23.54 


6 


c 


c 


ATOM 


. 8117 


0 


PHE 


c 


262 


-12.933 


15.076 


-42.066 


1.00 22.36 


8 


c 


o 


ATOM 


8118 


CB 


PHE 


c 


262 


— J. H - X 03 


XZ . / OS 


— . XUi: 


1.00 21.72 


g" 


c 


c 


ATOM 


8119 


CG 


PHE 


c 


262 


-13.385 


11.857 


-39.178 


1.00 22.98 


6 


c 


c 


ATOM 


8120 


CDl 


PHE 


c 


262 


-12.228 


11,224 


-39.604 


1.00 20.49 


6 


•c 


c 


ATOM 


8121 


CD2 


PHE 


c 


262 


-13.824 


11.711 


-37.863 


1.00 21.50 


6 


c 


c 


ATOM 


8122 


CEl 


PHE 


c 


262 


-11.508 


10.457 


-38.711 


1,00 23.51 


6 


c 


c 


ATOM 


8123 


CE2 


PHE 


c 


262 


-13.057 


10.925 


-36.996 


1.00 22.79 


6 


c 


c 


ATOM 


8124 


C2 


PHE 


c 


262 


-11.916 


10.291 


-37.381 


1.00 21.34 


6 


c 


c 


ATOM 


8125 


N 


GLU 


c 


263 


-14.983 


15.734 


-41.421 


1.00 23.11 


7 


c 


N 


ATOM 


8126 


CA 


GLU 


c 


263 


-15.110 


16.571 


-42.639 


1.00 24.35 




c 


c 


ATOM 


8127 


C 


GLU 


c 


263 


-14 .054 


17.646 


-42.701 


1.00 23.27 


6 


c 


c 


ATOM 


8128 


0 


GLU 


c 


263 


-13.663 


18.066 


-43.813 


1.00 20. Bi 


8 


c 


0 


ATOM 


8129 


CB 


GLU 


c 


263 


-16.551 


17.104 


-42.767 


" 1.00 27.13 




c 


c 
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ATOM 
ATOM 


8130 

8131 


CG 

CD 


GLO C 263 
GLU C 263 


-16 » 684 
-18.109 


ifl n^d -A^ 959 
18.517 -44.19Z 


1.00 31.93 
1.00 34.86 


6 C 
6 C 


C 
C 


ATOM 
ATOM 


8132 
8133 


OEl 
0E2 


GLU C 263 
GLU C 263 


-19.054 
-18.257 


17.870 -43.695 
19.567 -44.872 


1.00 36.46 
1.00 37,25 


8 C 
8 C 


0 
0 


ATOM 


8134 


H 


ALA C 264 


— X J • 4 


ifi nAA ,,41 581 


1.00 19.29 


7 C 


N 


ATOM 


8135 


CA 


ALA C 264 


-12.307 


18.980 -41.663 


1.00 20.84 


6 C 


C 


ATOM 


8136 


C 


ALA C 264 


-11.111 


18.396 -42.426 


1.00 21.78 


6 C 


C 


ATOM 


8137 


0 


ALA C 264 


— iU « z^o 
-11.900 


1Q 1*90 974 
X7.XJ7 — *^.^#Tt 

19.445 -40.269 


1 0"0 22.44 
1.00 20.74 


8 C 
6 C 


0 
C 


ATOM 
ATOM 


8138 
8139 


CB 


ALA C 264 
GLY C 265 


-11.016 


17.067 -42.493 


1.00 21.11 


7 C 


H 


ATOM 
ATOM 


B140 
8141 


CA 

c 


GLY C 265 
GLY C 265 


-9.894 
-10.191 


16.505 -43.250 
16.617 -44.765 
16.173 -45.578 


.1.00 25.65 
1.00 27.02 
1.00 27.32 


6 C 
6 C 
8 C 


C 
C 
0 


ATOM 
ATOM 
ATOM 


8142 
8143 
8144 


o 

N 

CA 


GLY C 265 
TYR C 266 
TYR C 266 


-9.377 
-11.319 
-11,676 


17.178 -45.155 
17.230 -46.582 


1.00 28.04 
1.00 28.15 


7 C 
6 C 


N 
C 


ATOM 


8145 


C 


TYR C 266 


-11.820 
-12.128 


18.664 T47.077 
18.889 -48.263 


1.00 30.06 
1.00 28.27 


6 C 
8 C 


C 

0 


ATOM 
ATOM 
ATOM 


8146 
814*7 
8148 


0 
CB 

CG 


TYR C 266 
TYR C 266 
TYR C 266 


-12.994 
• -12.957 
-12.864 


16.466 -46.801 
14,979 -46.607 
14.417 -45.335 


1.00 27. 3i 
1.00 27.64 
1.00 27.92 


6 C 
6 C 
6 C 


c 
c 

C 


ATOM 


8149 
8150 
8151 


GDI 
CD2 
CEl 


TYR C 266 
TYR C 266 
TYR C 266 


-13.044 
-12.844 


14.090 -47.67^ 
13.060 -45.135 


1.00 29.14 
1.00 28.08 


6 C 
6 C 


C 
C 




8152 


CE2 


TYR C 266 


-13.067 


12,718 -47,513 


1.00 28.61 


6 C 


C 


ATOM 


8153 


CZ 


TYR C 266 


-12.922 


12.209 -46.236 


1.00 29.30 


6 C 


c 




8154 


OH 


TYR C 266 


-12.975 


10.853 r46.004 


1.00 30.00 


8 C 


0 




8155 


N 


ARG C 267 


-11.417 


19.637 -46.252 


1.00 29.42 


7 C 


N 




8156 


CA 


ARG C 267 


-11.599 


21.033 -46.638 


1.00 31.03 


6 C 


c 


ATOM 


8157 


C 


ARG C 267 


-10.300 


21,807 -46-541 


1.00 29.49 


6 C 


c 




8158 


o 


ARG C 267 


-9,341 


21.273 -45.976 


1.00 26,81 


8 C 


0 


ATOM 


8159 


CB 


ARG C 267 


-12.563 


21.701 -45.655 


1.00 34.85 


6 C 


c 




8160 


CG 


ARG C 267 


-13.979 


21.108 -45.647 


1.00 40.04 


6 C 


c 


Al v/n 


8161 


CD 


ARG C 267 


-14.847 


22.315 -45.304 


1.00 45.40 


6 C 


c 


Aiun 


8162 


NE 


ARG C 267 


-16.275 


22.038 -45.225 


1.00 50.20 


7 C 


N 


ATOM 


8163 


C2 


ARG C 267 


-17.148 


22.946 -44.78i 


1.00 52. 68 


6 C 


C 


ATOM 


8164 


NHl 


ARG C 2 67 


-16. 700 


24.143 — 




7 C 


11 


AT AM 


8165 


NH2 


ARG C 267 


-18.445 


22.668 -44.725 


1.00 52.93 


7 C 


N 


ATun 


8166 


M 


LYS C 268 


-10,365 


23.060 -4 6.979 


1,00 26.99 


7 C 


N 


ATOM 


8167 


CA 


LYS C 268 


-9.155 


23.893 -46.893 


1.00 27.86 


6 C 


C 


ATOM 


8168 


C 


LYS C 268 


-9. 170 


24.722 —45. oil 


1 f\f\ Oct CO 


1; r 
0 v» 




ATOM 
ATOM 


8169 
8170 


0 
CB 


LYS C 268 
LYS C 268 


-10.258 
-9.085 


24.920 -45.070 
24.804 -48.114 


1.00 23.24 
1.00 31.18 


8 C 
6 C 


0 

c 


• AlVi/n 
ATOM 


8171 
8172 


CG 
CD 


LYS C 268 
LYS C 268 


-9.254 
-9.941 


23.995 -49.402 
24.791 -50.498 


1.00 34.98 
1.00 39.71 


6 C 
6 C 


c 
c 


Axun 


8173 


CE 


LYS C 268 


-8.902 


25.473 -51.377 


1.00 44,15 


6 C 


c 


A& vn 


8174 


NZ 


LYS C 268 


-9,539 


26.332 -52.433 


1.00 46.48 


7 C 


N 


ATOM 


8l'7^ 


N 


GLY C 269 


-8.020 
-7.977 


25.174 -45.154 
26.006 -43.960 


1,00 23.42 
1.00 26.50 


7 C 
6 C 


N 

C 


ATOM 


8176 
' 8177 


CA 
C 


GLY C 269 
GLY C 269 


-8.977 


27.166 -44.039 


1.00 28.34 


6 C 


C 


ATOM 


8178 


o 


GLY C 269 


-9.711 


27.384 -43.067 


1.00 27.22 


. 8 C 


0 


ATOM 


8179 


N 


SER C 270 


-9.004 
-9.936 


27.884 -45.175 
29.005 -45.286 


1.00 27.5^ 

i.do is. 05 


7 C 
6 C 


N 

C 


ATOM 
ATOM 


8180 
8181 


CA 
C 


SER C 270 
SER C 270 


-11.387 


28.594 -45.128 


1.00 28.81 


6 C 


C 


ATOM 


8182 


O 


SER C 270 


-12.264 


29.420 -44.806 


1.00 29.69 


8 C 


0 


ATOM 


■ 8183 


CB 


SER C 270 


-9.721 


29.686 -46.674 


1.00 27.66 


6 C 


C 


ATOM 


8184 


OG 


SER C 270 


-10.024 


28.736 -47,643 


1.00 25.27 


8 C 


0 


ATOM 


8185 


N 


GLN C 271 


-11.730 


27.320 -45.269 


1.00 28.26 


7 C 


N 


ATOM 


8186 


CA 


GLN C 271 


-13.109 


26.891 -45.106 


1.00 29.78 


6 C 


C 


ATOM 


8187 


C 


GLN C 271 


-13.370 


26.233 -43.750 


1.00 30.52 


6 C 


C 


ATOM 


8188 


O 


GLN C 271 


-14.464 


25.732 -43.474 


1.00 26.86 


8 C 


0 


ATOM 


8189 


CB 


GLN C 271 


-13.603 


25.961 -46,204 


1.00 30.30 


6 C 


c 


ATOM 


8190 


CG 


GLN C 271 


-13.385 


26.514 -47.606 


1.00 31.21 


6 C 


c 


ATOM 


" 8191 


CD 


GLN C 271 


-13.212 


25.347 -48.57^ 


1.00 32-61 


6 C 


c 


ATOM 


8192 


OEl GLN C 271 


-12.651 


24.280 -48.270 


1.00 32.36 


8 C 


0 


ATOM 


8193 


NE2 GLN C 271 


-13.756 


25.586 -49.747 


1.00 31.84 


7 C 


N 


ATOM 


8194 


N 


VAL C 272 


-12.333 


26.280 -42.922 


1.00 31.93 


7 C 


N 


ATOM 


8195 


CA 


VAL C 272 


-12.476 


25.674 -41.594 


1.00 29.59 


6 C 


C 


ATOM 


8196 


C 


VAL C 272 


-12.242 


26.676 -40.485 


I. 00 29.86 


6 C 


c 


ATOM 


: 8197 


0 


VAL C 272 


-13.044 


ZO.SXf — ja.ODZ 


1 nfl 10 21 


8 C 


0 


ATOM 


8198 


CB 


VAL C 272 


-11.576 


24.448 -41.427 


1.00 29.5^ 


^ C 


c 


ATOM 


8199 


CGI VAL C 272 


-11.723 


23.836 -40.012 


1.00 28.94 


6 C 


c 


ATOM 


8200 


CG2 VAL C 272 


-11.916 


23.395 -42-474 


1.00 30.48 


6 C 


C 


ATOM 


8201 


N 


MET C 273 


-11.268 


27.583 -40.466 


1.00 28.54 


7 C 


N 


ATOM 


8202 


CA 


MET C 273 


-11.109 


28.391 -39.248 


1.00 28.15 


6 C 


C 


ATOM 


8203 


C 


MET C 273 


-12.361 


29.237 -38.968 


1.00 27.03 


6 C 


C 


ATOM 


8204 


O 


MET C 273 


-13.114 


29.545 -39.876 


1.00 28.54 


8 C 


0 


ATOM 


8205 


CB 


MET C 273 


-9.884 


29.279 -39.194 


1,00 28.02 


6 C 


C 


ATOM 


8206 


CG 


MET C 273 


-8.641 


28,817 -39.912 


1.00 28.74 


6 C 


c 


ATOM 


8267 


SE 


MET C 273 


-8,396 


26.836 -38.644 


1.00 43.09 


34 C 


SE 


ATOM 


8208 


CE2 MET C 273 


-8.086 


25.297 -40-04« 


1.00 2^. ^2 


6 C 


c 
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ATOM 


8209 


N 


ASP C 274 


-12.654 


29.555 - 


'37.730 


1.00 24.22 


7 


C 




ATOM 


8210 


CA 


ASP C 274 


-13.785 


30.360 - 


•37.360 


1.00 22.00 


6 


C 


c 


ATOM 


8211 


C 


ASP C 274 


-13.252 


31.755 - 


•37.045 


1.00 23.76 


6 


C 


c 


ATOM 


8212 


0 


ASP C 274 


-12.426 


31.962 - 


.36.147 


1.00 19.74 


8 


C 


0 


ATOM 


8213 


CB 


ASP C 274 


-14.534 


29.809 - 


36,137 


1.00 23.07 


6 


C 


c 


ATOM 


8214 


CG 


ASP C 274 


-15.085 


28.416 - 


•36.47© 


1.00 22.34 


6 


c 


c . 


ATOM 


8215 


ODl 


ASP C 274 


-15.604 


28.165 - 


-37.603 


1.00 20.06 


8 


c 


o 


ATOM 


8216 


OD2 


ASP C 274 


-14.926 


27.586 - 


•35.556 


1.00 21.49 




c 


0 


ATOM 


8217 


N 


GLU C 275 


-13.677 


32.719 - 


-37.878 


1.00 21.36 


7 


c 


N 


ATOM 


8218 


CA 


GLO C 275 


-13.112 


34.052 ■ 


-37.695 


1.00 23.18 


6 


c 


c 


ATOM 


8219 


c 


GI.U C 275 


-13.490 


34.638 - 


-36.341 


1.00 24.05 


6 


c 


c 


ATOM 


8220 


o 


GLO C 275 


-14.545 


34.352 ' 


-35.773 


1.00 24.85 


8 


c 


0 


ATOM 


8221 


CB 


GLO C 275 


-13.467 


34.954 • 


-38.891 


1.00 26.17 


6 


c 


c 


ATOM 


8222 


CG 


GLO C 275 


-12.824 


34.510 - 


-40.206 


1.00 26.44 


6 


c 


c 


ATOM 


8223 


CD 


GI*0 C 275 


-13.244 


35,434 • 


-41.358 


1.00 30,12 


6 


c 


. c 


ATOM 


8224 


OEl 


GLO C 275 


-12.361 


35.809 -42.131 


1.00 30.80 


8 


c 


o 




8225 


OE2 


GLO C 275 


-14.453 


35.751 ■ 


-41 . 427 


1.00 31.23 


8 


c 


o 




8226 


H 


ILE C 276 • 


-12.653 


35.582 • 


-35 . 891 


1.00 22.04 


7 


c 


H 




8227 


CA 


ILE C 276 


-12.852 


36.183 


-34 . 579 


l.OO 22.01 


6 


c 


c 


AX vn 


8228 


C 


ILE C 276 


-13.533 


37.553 


-34 . 704 


1.00 22.32 


^ 


c 


c 




8229 


o 


ILE C 276 


-12.954 


38.382 


-35 . 400 


1.00 21.84 


8 


c 


0 






CB 


ILE C 276 


-11.510 


36.285 


-33 . 839 


1.00 21.01 


6 


c 


c 




3231 


CGI 


ILE C 276 


-10.920 


34.858 


-33 . 629 


1.00 21.08 




c 


c 






CG2 


ILE C 276 


-11.593 


37 . 000 


-32 . 503 


1.00 20.42 


6 


c 


c 


. A^on 




CDl ILE C 276 


-9.474 


34 . 950 


-33 . 132 


1.00 21.48 




c 


c 


Ai 


8234 


N 


LEO C 277 


-14.640 


37.721 


-34 - 025 


1.00 20.80 


i 


c 


H 


Ai v^n 


8235 


CA 


LEO C 277 


-15.396 


38 .985 


-34 . 019 


1.00 26.02 


6 


c 


c 


Alun 


8236 


C 


LEU C 277 


-15.469 


39 . 545 


-32 , 591 


1.00 27.57 


6 


c 


c 


Ai 


8237 


O 


LEU C 277 


-15,411 


38 . 804 


-31 . 593 


1.00 25,49 


8 


c 


0 


ATOM 


ft 9*^8 


CB 


LEO C 277 


-16.842 


38 .712 


-34 , 436 • 


1.00 25.52 


6 


c 


c 


Ai wn 


8239 


CG 


LEO C 277 


-17.055 


38 .151 


-35, 851 


1.00 27.35 


6 


c 


c 


AxL/n 


8240 


CDl 


LEU C 277 


-18.484 


37 • 630 


-36 • 041 


1.00 26.59 


6 


c 


c 


Ai wn 


8241 


CD2 


LEU C 277 


-16.655 


39 . 206 


-3o. o71 


1.00 27.80 


6 


c 


c 


AX wn 


8242 


N 


TRP C 278 


-15.815 . 


40.815 


-32. 456 


1.00 29.35 


7 


c 


M 


Alun 


8243 


CA 


TRP C 278 


-15.873 


41 . 479 


— . XD7 


1.00 30.24 


6 


c 


c 


A ii..yn 


8244 


C 


TRP C 27 8 


-16. 941 


42.566 


— Jl . Z2:4 


1.00 31.79 


6 


c 


c 


AXAjn 


8245 


O 


TRP C 278 


-17.047 


43.220 


— . £. DO 


1.00 30.36 


8 


c 


o 


ATOM 




CB 


TRP C 278 


-14 .513 


42 . 122 




1.00 29.13 


6 


c 


c 


ATOM 




CG 


TRP C 278 


-14.553 


42 . 793 


_00 A A(\ 


1.00 30.27 


6 


c 


c 




8248 


CDl 


TRP C 278 


-14.258 


42 . 235 


_oa *>'yA 

— . 


1.00 31.20 


6 


c 


c 




8249 


CD2 


TRP C 2 7o 


-14.928 




AS? . X4 D 


1.00 29.92 


6 


c 


c 


nX wn 


8250 


NEl 


TRP C 278 


-14.446 




— 9*7 9nfl 


1.00 29.94 


7 


c 


N 


AX wn 


8251 


CE2 


TRP C 278 


-14.827 






1.00 30,83 


6 


c 


c 


Axun 


8252 


CE3 


TRP C 278 


-15.355 




—29 .934 


1.00 31.28 


.6 


c 


c 


AX wn 


8253 


CZ2 


TRP C 278 


-15.180 


A ^ <>97 


—27 . 113 


1.00 30.22 


6 


c 


c 


ATOM 


—^54 


CZ3 


TRP C 278 


-15.696 


4 6 . 408 


-29 . 308 


1.00 30.86 


6 


c 


c 


AlMn 


8255 


CH2 


TRP C 278 


-15.566 


46. 556 


-27 . 918 


1.00 30.66 


6 


c 


c 


ATOM 


8256 


N 


SER C 279 


-17.654 


42 . 809 


-30. 156 


1.00 33.12 


7 


c 


N 


ATOM 


. 8257 


CA 


SER C 279 


-18.683 


4 J . O 


-30 . 118 


1.00 36.55 


6 


c 


c 


ATOM 


8258 


C 


SER C 279 


-18.691 


44 . 329 


-28. 670 


1,00 38.75 




c 


c 


ATOM 


8259 


O 


SER C 279 


-18.404 


43.522 


-27.787 


1.00 36.38 




c 


0 


ATOM 


8260 


CB 


SER C 279 


-20,074 


43.307 


-30.469 


1.00 36.17 




c 


c 


ATOM 


8261 


OG 


SER C 279 


-iO.676 


42.638 


-29.374 


1.00 34.86 


8 


c 


o 


ATOM 


8262 


N 


LYS C 280 


-19.051 


45.573 


-28,453 


1.00 42,89 


7 


c 


N 


ATOM 


j32^3 


CA 


LYS C 280 


-19.058 


46.121 


-27.100 


1.00 48.53 


6 


c 


c 


ATOM 


8264 


C 


LYS C 280 


-20.120 


45.403 


-26.279 


1.00 49.67 


6 


c 


c 


AT(M 


8265 


O 


LYS C 280 


-19.996 


45.192 


-25.072 


1.00 50.41 


8 


c 


o 


ATOM 


8266 


CB 


LYS C 280 


-19.329 


47.636 


-27.122 


1.00 52.29 


6 


c 


c 


ATOM 


8267 


CG 


LYS C 280 


-20.530 


48.032 


-27.971 


1.00 56.38 




c 


c 


ATOM 


8268 


CD 


LYS C 280 


-21.221 


49.300 


-27.487 


1.00 59.29 




c 


c 


ATOM 


8269 


CE 


LYS C 280 


-i^.274 


49.776 


-28.486 


1.00 61.29 


6 


c 


c 


ATOM 


8270 


NZ 


LYS C 280 


-2i,d75 


51.006 


-28.003 


l.OO 62.96 


7 


c 


N 


ATOM 


8271 


N 


GLU C 281 


-21,176 


44.991 


-26.963 


1.00 49.83 


7 


c 


N 


ATOM 


8272 


CA 


GLU C 281 


-22.318 


44.362 


-26.314 


1.00 51.42 




c 


c 


ATCM 


8273 


C 


GLU C 281 


-22.017 


42.933 


-25.874 


1.00 50.64 


6 


c 


c 


ATOM 


8274 


O 


GLU C 281 


-22.485 


42.530 


-24.803 


1.00 51.46 


8 


c 


0 


ATOM 


8275 


CB 


GLU C 281 


-23.566 


44.422 


-27.199 


1.00 53.14 




c 


c 


ATOM 


8276 


CG 


GLU C 281 


-24 . Oil 


45.763 


-27.725 


1 nn 




Q 




ATOM 


8277 


CD 


GLU C 281 


-23.374 


46.273 


-28.999 


1.00 57.30 


6 


c 


c 


ATOM 


8278 


OEl 


GLU C 281 


-22.359 


45.706 


-29.460 


1.00 57.13 


8 


c 


0 


ATOM 


8279 


OE2 


GLO C 281 


-23.871 


47.275 


-29.591 


1.00 57.89 


8 


c 


0 


ATOM 


8280 




ASP C 282 


-21.269 


42,140 


-26.623 


1.00 48.36 


7 


c 


N 


ATOM 


8281 


CA 


ASP C 282 


-21.019 


40.761 


-26I.248- 


1.00 47.71 




c 


c 


ATOM 


8282 


C 


ASP C 282 


-19.560 


40.365 


-26.058 


1.00 44.95 


6 


c 


c 


ATOM 


8283 


O 


ASP C 282 


-19.357 


39.163 


-25.775 


1.00 45.39 


8 


c 


0 


ATOM 


8284 


CB 


ASP C 282 


-21,549 


39,804 


-27.327 


1.00 49.38 


6 


c 


c 


ATOM 


8285 


CG 


ASP C 282 


-22.958 


39.980 


-27.828 


1,00 50.90 


6 


c 


c 


ATOM 


8286 


ODl 


ASP C 282 


-23.174 


39.872 


-29.060 


1.00 51.21 


8 


c 


o 


ATCW 


8i87' 


OD2 ASP C 282 


-23.865 


40.221 


-27.009 


1.00 51.38 


8 


c 


0 
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ATOM 8288 



N GLY C 283 
CA GLY C 283 



-18.59S 41,251 



26.288 
26.158 



1.00 



40.78 
"557^ 



J7 C_ 

6 C 



s. 

JN 

_c 

JC 

c 
c 
_c 
_c 
c 
o 



ATOM 



8289 



-17.190 40.774 - 



1.00 



A TOM 8290 C GLY C Z8J 
8291 O GLY C 283 



ATOM 



ATOM 
ATOM 



ATOM 



ATOM 



ATOM 



-16.870 39.931 -27.404 1.00 34.04 6 C 



-17.421 40.213 -28.503 



ATOM 8292 N TYR C 2B4 



-15.927 



8293 CA TYR C 284 
C TYR C 284 
O TYR C 284 



8294 



-15.467 
-16.423 



39.023 -27.255 
38.188 



1.00 



29.32 
29.30 



28.339 1.60 2^.2^ 



8 C 

■7—5" 



37.055 -28.669 1.00 28.49 



6 C 
"6~C" 



8295 



-17.071 36.490 -27.794 1.00 



8296 
"S25T 



CB TYR C 284 



CG TYR C 284 
GDI TYR C 284 



-14.087 
-12.969 



37.556 -28.123 1.00 



31.42 
26.06 



38.571 -28.123 1.00 25.93" 



8 C 



1^ 
6 C 



ATOM 



"829r 



-12.586 39.198 -26.930 1.00 25.25 



ATOM 8299 



CD2 TYR C 284 
CEl TYR C 284 



-12.339 38.938 -29.298 
-26.960' 



1.00 25. 3T 



6 C 
6 C 



ATOM 8300 



-11.589 40.149 



ATOM 8301 



CE2 TYR C 284 
TYR C 284 



1.00 

-11.353 39.904 -29.325 1.00 24.54" 
-10.956 40.482 -28.137 1.00 24.52 



25.31 



6 C 
6 C 



ATOM 8302 CZ 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 8303 OH 



8304 



TYR C 284 
THR C 285 



ATOM 8306 C 



CA THR C 28^ 
THR C 285 



-9.934 
-16.587 



41.401 
36.823 



-28.146 1.00 23.92 8 C" 



-29.962 1.00 28.00 



-1^.398 35.692 -30.433 1.00 26.23 



7 C 



16.705 35.123 -31.661 1.00 24.48 r~C" 



8307 



THR C 285 



-15.542 35.498 -31.849 1.00 22.68 



CB THR C 285 



-18.845 



8309 
8310 



OGl THR C 285_ 



-18.871 



8311 



CG2 THR C 285 
N A RG C 286 



8312 CA ARG C zgS" 



-19.423 
-17.329 



36.076 
37.073 



-30.750 1.00 



-31.810 



36.687 -29.485 



1.00 
TTOO 



29.97 
29.06 



8 C_ 

6 C 



8313 



ARG C 286 
ARG C 286 



-16.745 
-17.796 



34.216 
33.605 



32.397 1.00 



30.60 
22.32 



8. C 
"6^ 



-33 . 586 1.00 23.60 



33.699 
33.677 



-34.731 



1.00 
1.00 



24.35 
23.23 



8 C 



_C 
_0 

-£ 

jO 

_c 
_c 

_0 
_C 

_c 
_c 
w 
. c 



ATOM 



ATOM 



ATOM 



ATOM 



8314 
8315 



8316 



CB ARG C 286 
CG ARG C 286 



-18.979 
-16.331 



-34.412 



32.167 -33.404 fTOO" 



ATOM 8317 



ATOM 8318 



CD ARG C 286_ 
NE ARG C 28 6~ 



"-15.252 31.8^^ -32.352 iTOO 



22.91 
21.60 



6 C 

"g~C" 



-13.924 32.540 -32.676 1.00 19.58 6 C 



8319 CZ ARG C 286 



-12.926 
-12.842 



32.264 
32.919 



-31.618 



-30.484 



1.00 



ATOM 8320 



NHl ARG C 286 
NH2 ARG C Z8b 



13^646 33.933 -30.183 1.00 



18.68 
20.01 



1^.^4 
20.28 



6 C 



7 C 

"7~C" 



ATOM 



8321 



-11.961 32.575 



-29.551 
-35.971 



1.00 



24.98 
26.36 



_M 
_C 

_o 

-£ 
c 

_c 
_c 

H 
N 

c 



RTOM 8322 W ARG C ZBT" 
S323 CA ARG C 287 



-17.360 33.934 



1.00 



7 C 
6 C 



ATOM 



-18.373 34.084 -37.037 1.00 



26.10 
23.72 



ATOM 



8324 C 



ATOM 8325 O 



ARG C 287 
ARG C 287 



-19.101 



-20.303 
-17.732 



32.770 
32.742 



-37.297 1.00 



-37.624 



1.00 
1.00 



8 C 

6 C 



8326 CB ARG C 287 
ATOM 8327 CG AARG C 287" 



ATOM 



-18.810 
-18.623 



34.634 -38.304 



27.72 



34.840 -39.390 0.50 29.39" 



6 C 

C" 



ATOM 



ATOM 



8328 CG BARG C 287 



8329 CD AARG C 287 



-18.206 



35.293 
35.^65 



-39.349 
•46.671 



0.50 28.19 



0.50 31.34 



_6 C_ 

6 C 



ATOM 



35.5^4 -40.653 0.50 28.40 



ATOM 8330 CD BARG C 287 -17.872 
ATOM 8331 NE AARG C 287 -17.398 
ATOM 833^ WE BARG C 287 " 16.793 



34.429 



8333 CZ AARG C 287 



-17.797 



36.491 
33.519 



-41.399 
-40.647 



0.50 32. eX 



0.50 



-42.271 0.50 



27.83 
34.43 



■2 c 

■6— C" 



40.491 0.50 29.14 6 C 



ATOM 



ATOM 



8334 CZ BARG C 287 



8335 



ATOM 8336 



WHIAARG C 287 
NH1BARGC 282. 



-16.865 



-16.898 



37.810 
32.731 



-15.776 
-19.078 



38.580 
33.355 



-42.867 
-40.521 



0.50 35.45 



0.50 26.55 



7 C 

■7— C" 



ATOM 



ATOM 



8337 



ATOM 8338 



NH2AARG C 287 
NH2BARG C 287 



-18.074 



-42.605 0.50 34.74 7 C 



8339 



N THR C 288 
CA THR C 288 



-18.353 



38.355 
31.651 



-40.322 0.50 29.55 7 C 



-37.195 



1.00 
TTOO 



21.68 
21.63 



6 C 



Ji 
Jl 

-£ 
_c 

-2 
_c 
_o 

jc 

M 

-£ 
o 

__C 

__c 

O 
N 
N 

c 
c 
_o 
c 
c 
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ATOM 8340 



ATOM 



8341 C THR C 288 



-18.894 
-18.474 



30.342 
29.377 



-37.517 



-36.387 1.00 20.77 6 ~ 



ATOM 8342 



O 
CB 



THR C 288 
THR C 28.8 



-17.679 29.794 -35.549 1.00 



19.39 
22.80 



J C^ 

6 C 



ATOM 8343 



-18.381 



29.722 
29.947 



-38.828 1.00 



23.71 
23.46 



ATOM 8344 OGl THR C 28"8 



ATOM 



ATOM 



ATOM 



ATOM 



8345 
"834?" 



CG2 THR C 288 
N ASM C 289 



-16.961 
-18.9^3 



1.00 



8347 
■834r 



CAASNC289 



-18.9$a 
-18.560 



30.390 
28.140 



-38.839 

-40.107 ^.^ 

-36.413 1.00 20.64 



1.00 



6 C 



ASN C 289 
ASM C 289 



-18.082 
-18.381 



27.217 -35.355 1.00 21.11 



7 C 



25.905 
24.848 



-35.915 
-35.395 



1.00 



19.31 
19.24 



6 C 

"8— C" 



ATOM 8349 



1.00 
1.00 



ATOM 8350 



CB 
CG 



ASN C 289 
ASN C 289 



-19.632 27.138 -34.246 



21.12 



6 C 



ATOM 



ATOM 



ATOM 



8351 



-19.145 26.377 



ATOM 8352 ODl ASN C 289 
ATOM 8353 ND2 ASN C 289 



-17.953 26.325 



-33.016 
-32.664 



1.00 



1.00 



22.42 
22.33 



ND2 ASN C 289 -20.058 25.731 -32.295 l.OO 21.62 



8 C 



8354 
8355 



N ASN C 290 



-17.278 25.944 -36.997 1.00 



CA ASN C 290 
C 



-16.679 
-15.831 



24.753 
23.990 



-37.562 1.00 



20.11 
20.67 



T^C 

"6 £■ 



-36.537 1.00 20.66 6 C" 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



8356 



ASN C 290 



"6357 O ASN C "290 



"8358 CB ASN C 290 



-15.773 



22.777 



25.117 



-36.706 
-38.772 



1.00 19.43 



1.00 21.42 



8 C 

'e— c" 



"8359 CG ASN C "290" 



ATOM 8360 



83?r 



ODl ASN C 290 
ND2 ASN C 290 



16.615 25.840 -39.824 1.00 24.94 6 C 



-17.645 25.323 -40.199 



-16.258 



8362 N LEO C 2'91 



-15.217 



26.992 
24.689 



-40.358 



1.00 
1.00 



24.53 
26.00 



-•^S.572 1.00 19.84 



8363 
8364 



CA LEO C 291 



-14.365 24.017 



LEU C 291 



-15.094 23.425 



-34.595 
=337409" 



1.00 18.81 



7 C 

"6~C" 



ATOM 8365 



O LEO C 291 
CB LEO C 291 



-14.425 
-13.261 



22.866 
24.979 



-32-504 
-34.065 



1.00 19.77 6 C 



1.00 
1.00 



20.01 
16.79 



J C_ 

6 C 



c 



ATOM 8366 
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ATOM 8367 CG LEU C 291 -12.436 25,534 -35.236 1.00 18.18 6 C C 

ATOM 8368 CDl LEU C 291 -11.409 26.560 -34. 769 1.00 20.87 6 C C 

A TOM 8369 CD2 LEO C 291 -11.732 24.417 -36.000 1.00 19.26 6 C C 

At5 4 8370 W GLy C 292 -16,401 23.614 -33.40X 1.00 16.79 7 C M 

AT OM 8371 CA GLY C 292 -17.226 22.993 -32.360 1.00 15.92 6 C C 

ATOM 6^72 C GLY C 292 "16.856 23.383 -30.945 1.00 18.65 6 C C 

A TOM 8373 O GLY C 292 -17.057 22.582 -30.023 1.00 15.83 8 C 0 

ATOM — 8374 M GLY C 293 -16.514 24.670 -30.754 1.00 16.63 7 C N 

ATOM 8 375 CA GLY C 293 -16.338 25.166 -29.403 1.00 18.38 6 C C 

AT CM 8376 C GLY C 293 -14.938 25.039 -28.832 1.00 19.91 6 C C 

ATWi 8377 O GLY C 293 -14.795 25.470 -27.684 1.00 19.08 8 C O 

AT^i 8378 N PHE C 294 -13.992 24.520 -29.608 1.00 18.93 7 C H 

AT^ ^ 8379 CA PHE C 294 -12.652 24.280 -29.077 1.00 18.91 6 C C 

AT^4 8380 C PHE C ^^4 -11.532 24.859 -29.941 1.00 18.84 6 C C 

ATOM 83^1 O PHE C ^^4 -11.529 24.734 -31.159 1.00 17.66 8 C 0 

ATOFi 8 382 CB PHE C 294 -12.390 22.747 -26,966 1.00 18.18 6 C C 

ATOM 83 83 CG PHE C 294 -13.141 22.153 -27.825 1.00 19.09 6 C C 

AT^i 8384 CPl PHE C 294 -14.325 21.449 -28.017 1.00 17.72 6 C C 

Arm 8385 CD2 PHE C 294 -12.665 22.358 -26.536 1.00 19.93 6 C C 

ATOM 838^ CEl PHE C 294 -14,968 20.939 -26.917 1.00 19.71 6 C C 

ATOM 8387 CE2 PHE C 294 -13,330 21.833 -25.438 1.00 20.26 6 C C 

ATOM 8388 CZ PHE C 294 -14.524 21.170 -25.611 1.00 16.88 6 C C 

ATOM 8389 W GLU C 295 -10.618 25,563 -29.291 1.00 18.00 7 C N 

ATOM 8390 CA GLU C 295 -9.392 26.075 -29.870 1.00 17.69 6 C C 

ATOM 839 1 C GLU C 295 -8.269 25.666 -28.904 1.00 17.65 6 C C 

ATOM 8 392 O GLU C 295 -8.333 26.059 -27.721 1.00 17.29 8 C O 

ATOM — 8393 CB GLU C 295 -9.373 27.593 -30.053 1.00 21,90 6 C C 

ATO M^ 8394 CG GLU C 295 -10.408 28.090 -31.063 1.00 19.62 6 C C 

AT^4 — 8395 CD GLU C 295 -10.807 29.550 -30.952 1,00 22.21 6 C C 

AtSm 63 96 OEl GLU C 295 -10.279 30.365-30.178 1.00 22.21 8 C . O 

ATOM — 8397 OE^ GLU C 295 -11.698 29.957 -31,747 1,00 20.78 8 C O 

ATOM 8398 M GLY C 296 -7.228 24.973 -29,358 1.00 18.70 7 C H 

ATOM 8399 CA GLY C 296 -6.111 24.757 -28.411 1.00 18.15 6 C C 

ATOM — 8400 C GLY C 29^ -6.490. 23.892 -27.203 1.00 18.59 6 C C 

ATOM 8401 O GLY C 296 -5.819 23.944 -26.160 1.00 15.33 8 C O 

ATOS 8402 N GLY C 291 -7.518 23.063 -27.374 1.00 19.37 7 C N 

. atS4 — 8403 CA GLY C 297 -7.900 22.167 -26.275 1.00 22.54 6 C C 

ATOM 8 404 C GLY C 297 -8.719 22.913 -25.220 1.00 21.92 6 C C 

A TOM 8405 O GLY C 297 -9.073 22.359 -24,164 1.00 21.63 8 C O 

ATOM ^ 8406 N MET C 298 -9.095 24.150 -25.543 1.00 21.15 7 C N 

atom"" 8407 CA MET C 298 -9.843 24.988 -24,593 1.00 20,15 6 C C 

ATCTT^ 8408 C MET C 298 -11.194 25.462 -25.139 1.00 20.54 6 C C 

ATCTT" 8409 O MET C 298 -11.300 25.720 -26.334 1.00 17.79 8 C O 

ATOM 8410 CB MET C 298 -8.967 26.233 -24.346 1.00 16.81 6 C C 

ATOM 841 1 CG MET C 298 -7.587 25.898 -23.736 1.00 16.15 6 C C 

AT OfT^ 8412 SE MET C 298 -6.589 27.570 -23,544 1.00 35.26 34 C SE 

ATO M^ 8413 CE2 MET C 298 -6.538 27.894 -25.488 1.00 13.85 6 C C 

AT ^S 8414 N THR C 299 -12.209 25.681 -24.312 1.00 18.69 7 C N 

Af^5 841 5 CA THR C 299 -13.497 26.178 -24,802 1,00 19.01 6 C C 

^fm 8416 C THR C 299 -13,376 27.612 -25.286 1,00 19.68 6 C C 

A TOM 8417 O THR C 299 -12.720 28.387 -24.578 1.00 20,37 8 C O 

A TCTT" 8418 CB THR C 299 -14.551 26.139 -23.667 1.00 18.53 6 C C 

A TQM~ 8419 OGl THR C 299 -14.001 26.808 -22.520 1,00 16.61 8 C O 

ATOT? 8420 CG2 THR C 299 -14.826 24.697 -23.343 1.00 14.56 6. C C 

ATO M — 8421 W ASN C 300 -13.882 27.895 -26.503 1.00 17.37 7 C N 

ATOFS — 8422 CA ASW C 300 -13.811 29.284 -26,963 1.00 18.37 6 C C 

ATOM 842 3 C ASM C 300 -15.080 30.078 -26.702 1.00 19.99 6 C C 

ATOT! 8 424 O ASH C 360 -15.169 31.237 -27.118 1.00 21.06 8 C O 

ATOM 8 425 CB ASN C 300 -13.427 29.269 -28.456 1.00 18.21 6 C C 

• ATOM — "8426 CG ASM C 30O -14.503 28.677 -29.332 1.00 18.30 6 C C 

AT^I 8427 DDI ASN C 300 -15.655 28.394 -28.955 1.00 18.63 8 C O 

ATO ^ 8428 NP2 ASN C 300 -14.148 28.495 -30,592 1.00 17.69 7 C N 

ATOM 8429 N GLY C 301 -16.105 29.543 -26.028 1.00 20.60 7 C N 

ATOM 8430 CA GLY C 301 -17.304 30.362 -25.773 1.00 20.47 6 C C 

ATOM 8 431 C GLY C 301 -18.405 30.033 -26.796 1.00 21.22 6 . C C 

ATOM 8432 O GLY C 301 -19.561 30.260 -26.474 1.00 20.85 8 C O 

atom" 8433 N GLN C 302 -18.040 29.405 -27.891 1.00 19.63 7 C W 

ATOM 843 4 CA GLN C 302 -19,078 28.978 -28.860 1.00 21.14 6 C C 

A TOFT" 8435 C GLN C 302 -19,678 27.693 -28.329 1.00 22.13 6 C C 

AfO? r 8436 O GLN C 302 -19.070 27.053 -27.455 1.00 20.19 8 C O 

A TOFT" 8437 CB GLN C 302 -18.436 28.727 -30.213 1.00 20.31 6 C C 

A TOM^ 8438 CG GLN C 302 -17,878 29.957 -30.911 1.00 25.39 6 C C 

A TOFT" 8439 CD GLN C 302 -19.045 30.893 -31.267 1.00 25.49 6 C C 

ATOF T 8440 OEl GLN C 302 -20.004 30.465 -31.900 1.00 26.77 8 C O 

SfoFi 8441 NE2 GLN C 302 -19.030 32.075 -30.698 1.00 27.10 7 C N 

A TOFT" 8442 N PRO C 303 -20.820 27.283 -28.862 1.00 23.28 7 C N 

■ ATOir^ 8443 CA PRO C 303 -21.428 26.046 -28.405 1.00 23.55 6 C C 

AtST" 8444 C PRO C 303 -20.463 24.895 -28.638 1,00 20.89 6 C C 

ATOM 8445 O PRO C 303 -19.743 24.874 -29.662 1.00 18.66 8 C Q 
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ATOM 



844 6 CB PRO C 303 



-2 2.662 25.907 -29.328 1.00 24,27 6 C 
1237053 — 27.368 - 29.475 1.00 23.40 6 C 
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ATOM 



8447 CG PRO C 303 



ATOM 8448 CD PRO C 303 



-21.701 



.016 



28. 

23.992 



■29.807 
-27.649 



1.00 24.25 
I. 00 20.76 



_6 C_ 

7 C 



ATOM 8449 H 



ILE C 304 



-20.426 



ATOM 



84 50 CA ILE C 304 



-;i9.570 22.815 -27.826 1.00 18.04 W 



ATOM 84 51 C ILE C 3Q4 



ATOM 8452 O ILE C 304 



-20.432 
-21.563 



21.890 -28.704 
21.645 -28.296 



1.00 19.76 
1.00 17. 9T 



6 C 



_8 C 



ATOM 



8453 CB ILE C 



ATOM 



ATOM 



8454 
8455 



CGI ILE C 



304 
304 



-19.245 22.111 -26.508 1.00 19.51 



CG2 ILE C 304 



-18.207 
-18.781 



22.916 -25.707 



20.684 -26.801 



1.00 17.63 
1.00 15.83 



ATOM 8456 CDl ILE C 304 



-18.157 
-19.862 



22.474 -24.252 1.00 19.68' 



6 C 



7 C 



ATOM 



8457 N 



VAL C 305 



ATOM 8458 



CA 
C 



VAL C 



305 
305 



-20.623 
-19.813 



"21.351 -29.752 1.00 17,67 



20.4 63 
19.169 



■30.654 
-30.808 



1.00 19.65 



6 C 



ATOM 



■8459" 



VAL C 



1.00 19.03 



ATOM 8460 O VAL C 305 



-18.729 19.217 -31.407 1.00 20.57 



8 C_ 

6 C 



ATOM 8461 CB VAL C 305 



>20.821 21.131 



-32.007 
-33.065 



1.00 20.16 



21.33 
18.41 



"g—c" 



ATOM 



ATOM 



8462 
8463 



CGI 
CG2 



VAL C 305 



VAL C 



ATOM 



8464 N VAL C 



305 
306 



-21.411 



20.203 



1.00 



ATOM 



8465 CA VAL C 306 



-20.347 
-19.565 



22.375 -31.842 iToO 



18.084 
16.846 



-30.259 
-30.351 



1.00 17.05 



1.00 17.96 



J6 C_ 

6 C 



ATOM 



6466 C VAL C 306 -20.406 15.706 -30.852 1.00 19.39 



1.00 18.86 8 C" 



ATOM 8467. O 



VAL C 



ATOM 



8468 CB VAL C 



306 
306 



-21.607 15.662 



-18.837 16.609 



-30.550 
-29.020 



1.00 17.71" 



1.00 19.91 



6 C 

"6"^ 



ATOM 



8469 



CGI 
CG2 



VAL C 



306 
306" 



-19.799 16.591 



-27.833 
-29.029 



1.00 17.07 6 C" 



ATOM 8470 



VAL C 



ATOM 8471 N ARG C 307" 



-18.108 
-19.^27 



15.250 



14.817 -31.682 1.00 19.45 



7 C 



ATOM 



8472 CA ARG C 307 



-20.655 13.708 -32.163 1.00 20.03 



6 C 



ATOM 



8473 C ARG C 307 



-19.905 12.417 -31.838 1.00 18.25 



ATOM 8474 O ARG C 



ATOM 



8475 CB ARG C 



307 
307 



-18.671 



-20.981 



12.415 
13.721 



-31.862 1.00 20.21 8 C 



33.671 
-34.151 



1.00 23. OT 



6 C 

■6~C" 



ATOM 8476 CG ARG C 307 



-21.701 14.954 



1.00 25.73" 



ATOM 



8477 CD ARG C 307 



ATOM 



8478 NE ARG C .307 



-22.154 
-20.967 



14.996 -35.610 1.00 27.95"" 



15.345 
16.635 



-36.382 
-36.521 



1.00 33,02 



32.29 



_7 C_ 

6 C 



ATOM 



8479 C2 ARG C 



ATOM 8480 



NHl 
»H2 



ARG C 



307 
307 



-20.615 



-21.343 17.604 



•35.998 
-37.206 



32.17 
32.52 



7 C 
7 C 



ATOM 8481 



ARG C 



307 
"SOT 



-19.531 16.861 



1,00 



ATOM 8482 M GLY C 



-20.645 
-20.128 



11.393 
10.025 



-31.578 1.00 17.19" 



7 C 

"g~c" 



ATOM 



64 83 CA GLY C 308 



-31.383 1.00 



14.13 
16.96 



ATOM 



8484 



C 
O 



GLY C 



308 
308 



-20.925 
-22.144 



9.088 -32.285 1.00 



_6 C_ 

8 C 



ATOM 8485 



GLY C 



9.234 -32.440 1.00 



ATOM 8486 N 



ATOM 8487 



CA 
C 



VAL C 
VAL C 
VAL C 



309 



309 
"^09" 



-20.238 
-20.809 



8.030 -32.717 1.00 



17.90 
17.08 



7.015 
5-745 



-33.562 
-32.733 



1.00 17. 9r 
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ATOM 8488 
ATOM 8489 
ATOM bIW" 



-20.932 



1.00 19.01 



6 C 



VAL C 309 



-20.028 



ATOM 



-845r 



CB VAL C 309 



CGI 
CG2 



VAL C 
VAL C 



309 
309 



-20.004 
-18.512 



5.330 
6.706 



-32.003 1.00 18.94 8 C 



-34.840 1.00 15.69 



6.464 



-34.529 
-35. 619 



1.00 13.41 



_6 C 



ATOM 



8492 



-20.603 5.534 



ATOM 8493 



CA 



MET C 
MET C 



310 
310 



-22.186 
-22.519 



5.319 -32.704 1.00 



1,00 16.49 6 ~ 



18.55 
20.82 



7 C 

"6~C" 



ATOM 



8494 



4.084 



-32.036 
-33.089 



1.00 
1.00 



ATOM 8495 C MET C 310 
ATOM 8496 O MET C 310 
ATOM 8497 CB_ MET C 



-22.594 2.987 



-23.40b 3.083 -34.044 iTOO 



21.16 
22.96 



310 
310 



-23.834 
-24.1^5 



4.210 -31.256 1.00 20.28 



8 C 



6 C 
34 C 



ATOM 



84 98 CG MET C 



2.850 -30.644 1.00 22.51 



ATOM 8499 



SE 

CE2 



MET C 
MET C 



310 
310 



-25.963 
-26.010 



2.915 -30.045 1.00 40.58" 



ATOM 



8500 



1.505 -28.716 1.00 20.47 



^ C_ 

7 C 



ATOM 8501 N LYS C 311 



-21.826 1.919 



ATOM 8502 



CA 
C 



LYS C 



311 
311 



-21.915 
-23.245 



0.819 



-32.892 
-33.872 



1.00 20.99 



1.00 



21.82 
22.21 



T^c" 



_C 
C 



ATOM 



8503 



LYS C 
LYS C 



0.130 
0.292 



-33.649 
-32.573 



1.00 



21.16 
23.16 



XZsI 
"r"c" 



ATOM 8504 



O 
CB 



311 
311 



-23.868 
-20-696 



1.00 



_0 

C 



ATOM 8505 



LYS C 



ATOM 



8506 CG LYS C 311 



ATOM 8507 C D LYS C 311 ^...w^w -^--^ 

ATOM 8508 CE LYS C 311 -19.9 94 -3.242 - 31.577 1.00 22.36 



-20.924 
-1^.648 



-0.081 
-1.136 



-33.634 1.00 



-32.554 



-1.835 -32.116 



1.00 
1.00 



23.40 
22.16 



"6~C" 



6 C 



ATOM 



ATOM 



8509 



NZ LYS C 311 



-18 . 880 -3.668 -30.623 1.00 22.43 



_6 C_ 

7 C 



PRO C 312 



-23.686 -0.701 -34.578 1.00 22.56 7 C 



ATOM 8511 



CA 
C 



PRO C 
PRO C 



312 

■fiT 



-24.924 -1.448 



-34.3^3 
-33,177 



1.00 24.81 



6 C 

6 C 



_C 
N 



JC 
C 



ATOM 8512 



-24.779 -2.396 



ATOM 



8513 O PRO C 312 



1.00 27,71 



-23.708 -2.944 -32.883 1.00 28.0*4 



ATOM 



8514 CB PRO C 312 



ATOM 



'8515 CG PRO C 312 



-25.169 
«24-252 



-2.136 
-1.470 



-35.681 
-36.670 



1.00 
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CG 


MET C 350 


-22.355 




_OC 07fi 
— 4& D . ^ to 


1.00 16.42 


6 


c 


c 


ATOM 


O D w 7 


SE 


MET C 350 


-22.663 


11.988 


-28.312 


1.00 36.49 


34 


c 


SE 


ATOM 




CE2 


MET C 350 


-21.031 


13.048 


-28.668 


1.00 12.56 


6 


c 


c 


ATOM 


OO X X 


H 


GLO C 351 


-25.083 


12.498 


-23.675 


1.00 18.15. 


7 


c 


N 


ATOM 


oo x^ 


CA 


GLU C 351 


-25.420 


13.775 


-23.068 


1.00 19.56 


6 


c 


c 


ATOM 




C 


GLU C 351 


-24.928 


13.814 


-21.632 


1,00 18,82 


6 


c 


c 


ATOM 


fifil 4 

0DX4 


0 


GLO C 351 


-24.234 


14.754 


-21.258 


1.00 17.23 


8 


c 


0 


■ ATOM 


OtlXw 


CB 


GLU C 351 


-26. 961 


13.971 


-23.665 


1.00 20.85. 


6 


c 


c 


ATOM 




CG 


GLU C 351 


-27.388 


15.233 


-22.326 


1.00 20.50 


6 


c 


c 


ATOM 


fiS17 


CD 


GLU C 351 


-28.841 


15.585 


-22.525 


1.00 21.90 


6 


c 


c 


ATOM 

AX vjn 


ooxo 


OEl GLU C 351 


-29.473 


16.107 


-21.597 


1.00 22.81 


8 


c 


0 


Ai wn 


8819 


0E2 


1 GLU C 351 


-29.342 


15.358 


-23.624 


1.00 22.49 


8 


c 


0 


ALun 


8820 


N 


AiA C 352 


-25.196 


12.742 


-20.868 


1.00 18.49 


7 


c 


N 


ATOM 


8821 


CA 


ALA C 352 


-24.763 


12.710 


-19.469 


1.00 17.92 


6 


c 


c 


&TOM 


8822 


C 


ALA C 352 


-23.264 


12.688 


-19,246 


1.00 17.04 


6 


c 


c 


n 1 \jn 


8^23 


0 


ALA C 352 


-22.650 


13.388 


-18.420 


1.00 15.64 


8 


c 


0 


a TOM 


8824 


CB 


ALA C 352 


-25.406 


11.436 


-18.866 


1.00 19.26 


6 


c 


c 


ATOM 


8825 


N 


VAL C 353 


-22.602 


11.917 


-20.082 


1,00 19.74 


7 


c 


N 


TV«l>OM 


8826 


CA 


VAL C 353 


-21.137 


11.765 


-20.034 


1.00 19.03 


6 


c 


c 


ATOM 


8827 


C 


■ VAL C 353 


-20.491 


13.088 


-20.369 


1.00 19.29 


6 


c 


c 


ATOM 


8828 


0 


VAL C 353 


-19.515 


13.526 


-19.738 


1.00 18.76 


8 


c 


o 


ATOM 


8829 


CB 


VAL C 353 


-20.804 


10.605 


-20.973 


n r\f\ 

1 . 00 21 • 91 


o 


c 


c 


ATOM 


8830 


CGI VAL C 353 


-19.354 


10,523 


-21.386 


1.00 25.01 


6 


c 


c 


ATOM 


8831 


CG2 VAX- C 353 


-21.216 


9.247 


-20.433 


1,00 21.25 


6 


c 


c 


ATOM 


8832 


N 


VAL C 354 


-21.021 


13.797" 


-21.381 


1.00 18.24 


7 


c 


N 


ATOM 


8833 


CA 


VAL C 354 


-20.416 


15.099 


-21.762 


1.00 17.22 


6 


c 


c 


ATOM 


8834 


C 


VAL C 354 


-20.580 


16.070 


-20.632 


1.00 15,41 


6 


c 


c 


ATOM 


8835 


0 


"VAL C 354 


-19.631 


16.739 


-20.147 


1.00 17.77 


8 


c 


o 


ATOM 


8836 


CB 


VAL C 354 


-21.012 


15.626 


-23.092 


1.00 18.36 


6 


c 


c 


ATm 


8837 


CGI VAL C 354 


-20.760 


17.123 


-23.317 


1.00 17.16 


6 


c 


c 


ATOM 


8838 


CG2 VAL C 354 


-20.453 


14.835 


-24.277 


1.00 17,22 


6 


c 


c 


ATOM 


8839 


N 


ALA C 355 


-21;790 


16.140 


-20.088 


1.00 15.77 


7 


c 


N 


ATOM 


8640 


CA 


ALA C 355 


-22.079 


16.981 


-18.949 


1,00 ie.51 


6 


c 


c 
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ATOM 



8841 C ALA C 355 



113/189 

-21.160 16>661 -17.769 1>00 17.42 



ATOM 



8842 O ALA C 355 



-20.721 17.577 -17.093 1.00 16.05 



ATOM 



8843 CB 



ATOM 



8844 N 



ALA C 355 
THR C 356^ 



-23.529 16.711 -18.519 1.00 17.39 



-20.931 15.359 -17.531 



ATOM 



8845 CA THR C 356 



ATOM 8846 C 



THR C 356 



-20.080 
-18.669 



14.929 -16.415 



1.00 15,79 
1.00 16.60 



7 



15-489 -16.508 1.00 17.40 



18.038 16.057 -15.591 1.00 16.66 8 C 



O 



c 



ATOM_ 



ATOM 



8847 
8848 



THR C 356 



CB THR C 356 



-20.100 



13!375 -16.384 1.00 16.40 6 C 



ATOM 8849 

ATOM 8850 

ATOM 8851 N VAL C 357 



QGl THR C 356 
CG2 THR C 35<> 



-21.422 12.925 -15.998 1.00 14.13 8~C" 
-19.076 12.878 -15.364 1.00 16.67 6 C 



-18.062 



15!258 -17.689 1.00 18.33 7 C 



17.911 1.00 16.05 6 C 



_C 

c 



ATOM 



8852 CA VAL C 357" 



-16.684 



ATOM 8853 



C 

o 



VAL C 357 
VAL C 357 



-16.608 



15.753 -1 

17.25^ -17. 732 1.00 18.43 



C_ 

8 C 



_C 

_o 
_c 
__c 

_c 

_c 

_c 
c 
c 
c 

M 

c 
c 
o 
c 



ATOM 8854 



-15.611 17.878 



ATOM 8855 
8856 



ATOM 



ATOM 8857 



CB 

CGI 

CG2 



VAL C 357 



-16.238 15.290 



"17.293 
-19.308 



1.00 16.64 



1.00 15.96 



VAL C 357 



-14.940 15.977 -19.760 1.00 16.75" 



VAL C 357 
LEU C 358 



-16.036 13.775 



ATOM 8858 N . 

ATOM 8859 CA LEO C 358 



-17.551 17.966 - 



19.296 
18.385 



ATOM 8860 



C 
O 



LEO C 358 
LED C 358 



-17.629 
-17.740 



19!417 -18.290 



1.00 
TTOO 



16.94 



_6 C_ 

6 C 



19.966 
20.916 



-16.872 



IToo 



18.76 
21.44 



6 C 



19.45 



-16.510 1.00 17.43" 



6 C_ 

8 C 



ATOM 8861 



-17.053 



ATOM 



ATOM 



8862 
8863 



CB 



CG 
CDl 



LEO C 358" 
LEO C 35"8" 



-18.850 



-18.559 
-18.045 



19.936 
20.737 



-19.066 
-20.305 



1.00 24.00" 



1.00 30.63" 



6 C 

6 C 



ATOM 



8864 



LEO C 358 
LEO C358 



22.128 
20.119 



-19.876 



1.00 
1.00 



29.18 
29.40 



6 C 

"6^ 



ATOM 



8865 



CD2 



-17.472 



-21.175 



17.93 
18.76 



ATOM 8866 



ATOM 8867 



CA 

C 



ALA C 359 
ALA C 359 



-18.612 



-18.723 
-17.405 



19.353 
19.713 



-16.069 
-14.658 



1.00 



-13.^41 l.Qg 



16.49 
16.24 



J5 C_ 

6 C 



ATOM 8868 



ALA C 359 
ALA C 359" 



19.396 
20.195 



ATOM 8869 



O 
CB 



-16.919 
-19.898 



_^ 13.131 

18.920 -14.082 



1.00 



_8 C_ 

6 C 



ATOM 8870 



ATOM 



8871 



CA 



ALA C 359" 
GLN C 360 



-16.793 



18.282 
17.982 



-14.322 
-13.690 



1.00 18.4'9" 



1.00 16.89" 



1.00 17.817' 



7 C 

"6~C" 



ATOM 



8872 



GLW C 360 
GLN C 360 



-15;470 



_C 
^ 

_c 
_c 
_o 

M 
M 
_C 

c 
o 
c 

C 
C 

o 
o 

N 
C 
C 

o 
c 
c 
c 
c 

N 

c 
c 
o 
c 
c 
c 
c 

N 

c 



ATOM 8873 



C 
O 



-14.472 



19.081 
19.459 



-14.012 1.00 17.90 



6 C 



ATOM 8874 



ATOM 8875 CB 



GLN C 360 
GLN C 360 



-13.632 
-14.952 



-13.174 1.00 



16,648 -14.226 1.00 



18.84 
18.91 



"6~C" 



ATOM 



8876 



ATOM 8877 



CG 
CD 



GLN C 360 
GLN C 360 



-15.644 



-15.018 



15.439 
14.169 



-13.530 1.00 18.88 6 C 



-14 .125 1.00 20.06 



6 C_ 

^_ 8 C 

13.294 -13.329 1.00 20.15 7 C 



ATOM 



ATOM 



8878 
8879 



■ OBI GLN C JbU 



NE2 GLN C 360 



ATOM 8880 



GLO C 361 
GLUC361 



-15.171 13.891 -15.320 1.00 19.02 
-14.4^7 
-14.496 



19.529 -15.264 1.00 17.44 



7 C 

"g~C" 



ATOM 



8881 



ATOM 



8882 



ATOM 



8883 



CA 
C 
O 
CB 



-13.545 20.551 -15.730 1.00 



GLU C 361 



-13.826 21.888 -15.020 1.00 



18.35 
19.88 



GLO C 361 
GLO C 361 



-12.923 22.585 -14.533 1.00 19*oT 



6 C 



"5~C" 

T~c" 



ATOM 8884 



ATOM 



8885 



CG 
CD 



GLU C 361 
GLU C 361 



-13.595 
-12.380 



20.683 -17.265 1.00 



21.474 
20.784 



-17.797 
-17.715 



1.00 



16.92 
19.06 



ATOM 888F 



-11.034 
-11.060 



1.00 16.73 



6 C 

8 C 



ATOM 8887 
ATOM 8888 



OEl 
0E2 
N 



GLU C 361 



19.558 -17.858 1.00 18.56" 



GLU C 361 
ILE C 362 



-9.982 



21.386 
22.241 



-17.420 1.00 19.63 



J C_ 

7 C 



MGti 8889 



-15.123 



-14.878 
-14.146 



1.00 18.62 



ATOM 



1890" 



CA 
C 



ILE C 362" 
ILE C 362 



-15.473 23.445 



1.00 20.50 



6 C 
"6~C" 



ATOM 8891 



-15.016 



23.365 
24.366 



12.685 
12.085 



1.00 19.36 



ATOM 



8892 



0 

CB 



ILE C 362 
ILE C 362 



-14.594 



23.622 -14.250 
24,262 -15.614 



1.00 

TTog 



16.87 
21.80 



J C_ 

6 C 



ATOM 8893 



ATOM 8894 



CGI 
CG2 



ILE C 362 
ILE C 362 



-17.015 
-17.321 



"TToo 



21.97 
22.5^ 



J C_ 

6 C 



ATOM 8895 



ATOM 



8896 



ATOM 8897 



CDl 

J4 

CA 



ILE C 362 
LEO C 3^3" 



-17 .528 24.577 -13.175 
-16.129 



1.00 



-18.736 



-15.249 



24.065 
22.231 



1.00 



-12.028 

-14.845 22.048 -10.623 



1.00 



22.57 
17,76 



1.00 18.48" 



_6 C_^ 

7 C 



ATOM • 8898 



LEU C 363 
LEO C 363 



J C_ 

6 C 



ATOM 8899 C 



-13.334 22,091 -10.443 1.00 18.85 



ATOM 8900 



O 

CB 



LEO C 363 
LEU C 3^3" 



-12.772 22.555 



9.436 

20.710 -10.092 



1.00 



18.70 
19.86 



J C_ 

6 C 



ATOM 8901 



ATOM 



8902 



CG 
CDl 



LEU C 363 
LEO C 363 



-15.408 
-1^.954 



1.00 



20.663 -10.063 1.00 19.14 



J C_ 

6 C 



ATOM 8903 



"-lT.399 19.295 -9.586 1.00 21.47 



ATOM 8904 



CD2 
N 



LEO C 363 
GLU C 364 



-17.567 21.761 -9.232 
-12.595 21.695 -11.505 



1.00 
1.00 



21.45 



J C^ 

7 C 



ATOM 



8905 
8906 



ATOM 8907 



CA 
C 



GLU C 364 



-11.133 .21.812 -11.379 1.00 



18.01 
19.91 



GLU C 364 



-10.664 



ATOM 8908"" 



O 

CB 



GLU C 364 
GLU C 3gr 



-9.683 



23.267 
23.742 



-11.469 1.00 20.77 



Tc 



-10.870 1.00 18.07 



_8 C^ 

6 C 



_o 

C 



ATOM 8909 



-10.550 21.009 -12.551 1.00 22.^3 



ATOM 8910_ 



ATOM 8911 



CG 
CD 



ATOM 



8912 



OEl 
0E2 



GLO C 364 
GLU C 364 



-9.057 20.769 -12.386 1.00 30.45 



-8.418 20.185 -13.639 1.00 34. 3Z 



_6 C_ 

6 C 



GLU C 364 
GLU C 364" 



9.047 19.287 -14.252 1.00 33.24 



J C^ 

8 C 



C 



_o 

O 



ATOM 8913 



-7.297 20.698 -13.942 1.00 



37.34 
18.96 



ATOM 8914 N 
ATOM 8915 CA 



LYS C 365 
LYS C 365 



-11.317 23.977 -12.410 1.00 



-10.845 25.296 -12.779 



ATOM 8916_ 



C 
O 



LYS C 365 
LYS C 365 



-11.195 26.373 -11.765 



1.00 
1.00 



19.83 



18.92 



_6 C, 

8 C 



_N 

C 



_C 
O 



ATOM 8917_ 



-10.412 



27.312 
25.680 



-11.586 1.00 



16.00 
19.19 



6 C 



ATOM 8918 



CB 
CG 



LYS C 365 
LYS C 365 



-11.317 
-11.025 



-14.211 1.00 



_C 
C 



ATOM 8919, 



91.1^1 -14.532 1.00 18.64 
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ATOM 8920 CD LYS C 365 
ATOM 8921 CE LYS C 365 



114/189 

-11.061 27.489 -16.008 1.00 I8>92 6 C 



-11.032 28.990 -16.320 1.00 17.^3 



6 C 

7 C 



-£ 
_C 
Jl 

J» 
JC 
JC 

J2 
_c 
_c 

-£ 

c 

c 

c 
_c 

N 

c 
c 
o 
c 
o 

N 

c 
c 
o 
c 
o 

N 

C . 



ATOM 8922 NZ LYS C 365 



-9.869 29.677 -15.656 1.00 15>12 



ATOM 8923 N 



PHE C 366 



ATOM 



8924 CA PHE C 36t>_ 



-12.365 26.307 -11.142 1.00 



-12.829 27.309 -10.231 iTOO 



19.40 
19.49 



7 C 



ATOM 8925 C PHE C 366_ 



-12.887 26.865 -8.761 1.00 18.23 



8 C 



ATOM 8926 0 PHE C 366_ 



ATOM 



8927 CB PHE C 36b 



-13.202 



-8.540 1.00 19.63 



-14.284 



25.717 

^7.766 -10.646 1.00 17.79 6 C 



ATOM 



ATOM 



8928 
8929 



CG PHE C 366_ 
GDI PHE C 366_ 



-14.335 28.278 -12.074 l.OO" 



"14.857 27.481 -13.095 1.00 



20.43 
1^.19 



20.24 
19.99 



6 C 



ATOM 8930 CD2 PHE C 36^ 



-13.896 29.551 -12.396 1.00 



ATOM 8931 CEl PHE C 366 



-14.885 27.959 -14.399 iTOO 



6 C 



ATOM 



8932 CE2 PHE C 366_ 



-13.947 



30.033 
29.229 



-13.692 



1.00 



19.28 
19.77 



6 C 



ATOM 8933^ CZ PHE C 366 
ATOM 8934 N SER C 367 



-14.460 



-12.743 



27.789 
27.562 



-14.699 



-7.834 
-6.376 



1.00 17.33" 



_7 C_ 

6 C 



ATOM 



8935 CA SER C 367 



-12.917 



-^.230 
-6.77^ 



1.00 17.89 



ATOM 



8936 C 



SER C 367 
SERC36T 



>14.299 26.903 



1.00 18.89 



J C_ 

8 C 



ATOM 8937 O 



-15.206 27.519 



1.00 16.91 



-12.918 28.893 -5.647 1.00 16.22 6 C 



ATOM 



T93r 



ATOM 8939 



CB SER C 367 
OG SEK C 367 



-11.703 29.661 -5.878 1.00 



17.86 
17.19 



J C^ 

7 C 



Af^4 8940 N SER C 3^ 



-14.437 
-1^.^92 



25.696 



-5.781 
-5.790 



1.00 
1.00 



20.14 
20.75 



-yc" 



ATOM 8941 CA SER C 368 



24.986 



ATOM 8942 C SER C 368 



ATOM 8943 



SER C 368 



-15.881 
-16.481 



24.015 
22.938 



-4.627 1.00 



6 C 



-4.810 1.00 



20.21 

20.65 



_8 C. 

6 C 



ATOM 



8944 CB SER C 368_ 



ATOM 8945 OG SER C 368 



-15.764 
-14.630 



24.232 
23.325 



-7.142 1,00 



-7.273 1.00 18.65^ 



_8 C_ 

7 C 



ATOM 8946 H 



ASP C 369 



-15.441 24.373 



-3.419 
-2.223 



1.00 19.58 



ATOM 8947 CA ASP C 369 



ATOM 



-15.837 23.622 



1.00 20.38 



ATOM 8948 C ASP C 369 



-17.343 



ATOM 894 9 O ASP C 369 



-18.012 



23.742 
22.828 



-1.977 1.00 19.53 



-1.460 1.00 18.38 



ATOM 8950 CB ASP C 369 



-15.044 24.011 -0.983 1.00 19.73 



8951 CG ASP C 369 



ATOM 8952 ODl ASP C 369 



-13.590 
-12.743 



ATOM 8953 OD2 ASP C 369 



-13.279 



23.560 
23.995 



-0.948 1.00 20.72 6 C" 



ATOM 8954 H ASH C 370 



-17.919 



22. 602 
24.895 



-0.118 
-1.712 



1.00 18.38 9 C 



1.00 21.62 8 C 



-2.315 1.00 



17.22 
18.46 



7 C 
6 C 



__C 
C 



C 



ATOM 



8955 CA ASN C 370 



-19.345 25.115 -2.139 1.00 



ATOM 8956 C ASN C 370 



-19.874 



25.884 
26.499 



-3.356 1.00 17.66 



8 C 



JC 
O 



ATOM 8957 



ASN C 370 



-19.095 
-19.692 



-4 , 081 1.00 18.22 



ATOM 8958 CB ASN C 370 



25.848 -0.834 1.00 17.96 6 C 



ATOM 8959 CG ASN C 370 
ATOM 8960 QDl ASN C" 370^ 



-18.924 27.170 -0.769 1.00 19.88 6 C 



-19.347 28.151 -1.411 



ATOM 8961 ND2 ASN C 370 



-17.763 27.169 -0.111 



ATOM 8962 W LEO C 371 



-21.173 25.785 



-3.588 
-4.758 



1.00 
1.00 



20.08 

TTTT 



■8 C 



1.00 17.06 



_7 C__ 

6 C 



_N 
C 



ATOM 8963 CA LEO C 371 



-21.806 26.366 



1,00 17.97 



ATOM 



8964 C LED C 371 



-21.712 
-21.661 



27.885 -4.719 1.00 18.45 



6 C 

C" 



_C 
O 



ATOM 



8965 O LEU C 371 



28.485 
25.976 



-5.801 1.00 19.43 



ATOM 



8966 CB LEU C 371 



-23.299 



-4.856 1.00 19.10 



23.997 26.419 -6.168 1.00 19.98 



6 C 

■^r-c" 



_C 

c 



ATOM 8967 CG LEU C 371 



ATOM 8968 CDl LEU C 371 



-23.283 
-25.457 



25.880 
2^.006 



-7.409 
-6.126 



1.00 18.10 



"g~C" 

6 C 



JC 
C 



ATOM 



ATOM 



8969 
8970 



CD2 LEU C 371 



1.00 17.71 



N 



GLD C 372 



-21.801 ^8.439 -3.505 1.00 19.87 



7 C 

6 C 



_N 

e 



ATOM 8971 CA GLD C 372 



-21.762 29.904 



-3.430 
-4.032 



1.00 21.44 



ATOM 6^7^ C GLU C 372 



-20.470 30.413 



1.00 



20.476 31,250 -4.927 l.'OO 



21.42 
22.71 



6 C 



o 



ATOM 



8973 



GLU C 372 



1.00 22.22 



ATOM 



ATOM 



8974 CB GLU C 372 



-21.870 30.381 



8975 CG GLU C 372 



-22.080 31.876 



-1.978 
-1.822 



6 C 



1.00 25.57 



6 C 
6 C 



_C 
C 



ATOM 8976 CD GLU C 372^ 



-22.357 32.197 -0.344 1.00 27.81 



ATOM 8977 OEl GLU C 372 



ATOM 8978 0E2 GLU C 372 



-21.424 32.317 0.462 1.00 27.39 8 C 



-23.554 



ATOM 8979 N GLU C 373 



-19.332 



32.331 
29.956 



-0.015 1.00 31.68 



8 



-3.494 1.00 21.55 



_7 C__ 

6 C 



ATW 8980 CA GLU C 373 



-18.055 30.427 -4.014 1.00 20.43 



"6~C" 
8 C 



ATOM 8^81 C GLU C 373 



-17.894 30.060 -5.497 1.00 21.51 



s 

O 



ATOM 6982 O GLD C 373 



-17.196 30.789 -6.211 1.00 21.10 



ATO M 8983 CB GLU C 373 
8984 CG GLU C 373 



ATOM 



-16.873 
-16.592 



29.938 -3.191 l.OO 19.87 6 C 



28.441 
28.022 



-3.241 
-2.239 



1.00 



19.32 
21.59 



6 C 
6 C 



_C 
C 



ATOM 



8985 CD GLU C 373 



-15.530 



1.00 



ATOM 8986 OEl GLU C 373 
ATOM 8987 OE2 GLU C 373" 



-14.823 



-15.344 
-18.398 



27.049 
28.641 



-2.542 
-1.143 



1.00 19.31 8 C 



1.00 19.82 



^8-897 -5.924 1.00 21.24 



J C_ 

7 C 



jO 
N 



ATOM 8988 N LEU C 374 



ATOM 



ATOM 



8989 
8990 



CA LEU C 374 



-16.305 28.498 -7.320 l.OO 19.46 6 C 



LEU C 374 



-19.074 



29.481 
29.882 



8.210 1.00 19.42 



6 C 
8 C 



O 



ATOM 8991 O LEU C 374 



-18.600 



-9.283 1.00 18.73 



"g~c" 



ATOM 



8992 CB LEU C 374 



-18.919 27.099 



-7.528 
■'-8.974 



1.00 18.40 



JC 
C 



ATOM 8993 CG LEU C 374 



-18.998 26.565 



1.00 20.71 



ATOM 



8994 CDl LEU C 374 



-17.651 26.635 -9.700 1.00 19.51 6 C 



ATOM 8995 CD2 LEU C 374 



-19.416 25.097 -8.930 1.00 17.73 6 C 



ATOM 8996 N LYS C 375" 



-20.322 29.783 -7.825 1.00 18.50" 



_7 C 



ATOM 



8997 CA LYS C 375 



-21.102 
-20.^95 



30.701 
32.054 



-8.659 1.00 19.64 



-8.753 1.00 21.35 6 C 



ATOM 8998 C LYS C 375 



wo 2004/029239 




:T/GB2003/004104 



115/189 



ATOM 8999 O 



LYS C 375 



-20.371 



32.667 
30.917 



-9.822 
-8.077 



1.00 19.89 
1.00 22.23 



8 
6 



C 



ATOM 9000 CB LYS C 37 5 



-22.509 



ATOM 9001 CG LYS C 37^ 
9002 CD L YS C 375 



-23.378 
-24.711 



29.718 
29.745 



196 



"8.4S 
-7.802 



1.00 22.60 
1.00 27.61 



ATOM 



ATOM 9003 CE LYS C 375" 



-25.838 30.464 -8.487 1.00 30.41 
-27.083 29 . 654 -8. 121 1.00 36.04 



ATOM 



QQQ4 NZ LYS C 375 



ATOM 9005 N GLN C 37b 



-19.807 32.483 -7.645 1.00 21.66 



ATOM 



9Q06 CA GLN C 376 - lg'>l21 33! 7 74 -7.662 X.OO 23.68 "T"^ 



ATOM 9007 C 



ATOM 9008 O 



GLW C 376 
GLN C 376 



-17.872 33.720 
-17,621 34.695 



-8.539 
9.214 



1.00 22.80 
1.60 26. S2 



ATOM 9009 CB GLN C 376 
ATOM 9010 CG GLN_ C 376^ 



-18.776 34.220 -6.244 1.00 25.61 6 "C 



19.980 34.722 -5.476 1.00 30.54 6 C" 



ATOM 



9011' 



CD 
OEl 



GLN C 
GLN C 



376 
376 



-20.019 
-19.124 



34.565 



-3.980 



1.00 36.40 
1.00 .39.17 



C 

C" 



ATOM 9012 



33.984 



ATOM 9013 



NE2 
N 



GLN C 
ALA C 



376 
377 



-21.107 
-17.112 



35.027 
32.637 



-3.323 1.00 37.02" 



_7 C_ 

7 C 



ATOM 9014 



-8.495 1.00 20.50 



ATOM 



ATOM 



9015 
9016 



OA ALA C 



ALA C 



377 
377 



-15.908 



-16.272 



32.500 
32.518 



-9.315 



-10.797 



1.00 22.49 
1.60 20.41 



ATOM 9017 



O 
CB 



ALA C 
ALA C 



377 



-15.703 
-15.202 



33.202 -11.632 
31.194 -8.939 



1.00 16.^5 
1.00 19.51 



"6~C" 



6 C 



__c 

J! 
_c 
_c 
_o 

c 

c 

c • 

N 

c 
c 
o 
c 

N 

c 
c 
o 
c 
c 
c 
c 

N 

N 

C 
~ 

o 

c 

c 

N 

C 

c 

N 

N 

C 

c 

o 

c 

c 

c 

N 

C 



ATOM 9018 



ATOM 9019 



N 
CA 



VAL C 
VAL C 



378 

378 



-17.375 

-17.809 



31.822 
31.752 



-11.121 
-12.519 



1.00 18.74 
1.00 17. sT 



7 C 



ATOM 



9020 



ATOM 



9021 



C 
O 



VAL C 
VAL C 



378 
"378" 



-18.322 33,100 -13.007 
-17.936 33.543 -14.069 



1,00 17.73 
1,00 17.86 



6 C 

8 C 



ATOM 



ATOM 



9022 
9023 



CB VAL C 



ATOM 9024 



CGI 
CG2 



VAL C 
VAL C 



378 
378 



-18.776 30.584 -12.764 



-19.309 
-17.980 



30.647 -14.204 
29.293 -12.524- 



1.00 16.53" 
1.00 17.28" 



6 C 



1.00 14.16" 
1.00 20.0^ 



6 C 

T"^ 



ATOM 
ATOM 
ATOM 



9025 



9026 M AIA C 379 



9027 



_CA 
C 



ALA C 
ALA C 



379 



-19.118 
-19.642 



33.811 -12.262 
-12.690 



35.115 



1.00 21.18" 
1.00 21.21 



_7 C_ 

6 C 



"g~C" 



ATOM 9028 



ATOM 9029 



O 
CB 



AIA C 
ALA C 



-18.472 36.033 -12.953 



-18.402 
-20.527 



36.850 
35.632 



-13.877 
-11.550 



1,00 20.15" 
1.00 21.12 



8 C_ 

6 C 



ATC»< 



ATOM 



9030 
9031 



LYS C 380 



ATOM 



CA 
C 



LYS C 
LYS C 



380 
380 



-1 7.576 36.060 -11.967 
12.036 



-16.387 
-15.574 



36.907 
36.574 



1.00 21.75" 
1.00 23.41 



1.00 22.68"" 
1.00 21.53 



7 C 

-6— C" 



"6~C" 

8 C 



ATOM 9033 



-13.280 
-13.951 



ATOM 9034 



O 
CB 



LYS C 
LYS C 



380 
380 



-15.121 
-15.525 



37.497 

36. 7^73 



1.00 26.91 
1.00 33.35 



ATOM 



"9035 



37,537 
37.646 



-16.7^^ 
-10.950 



_6 C_ 

6 C 



ATOM 



9036 CG LYS C 380 



-14.226 



ATOM 9037 CP I«YS C 380 -13.369 



ATOM 



9038 



CE 
NZ 



LYS C 
LYS C 



380 
380 



-12.450 
-11.189 



36.435 
36.645 



-9.713 1,00 38.51 6 C 



9.602 
-10.409 



1.00 40.60 
1.00 41.38 



J C_, 

7 C 



ATOM 9039 



ATOM 9040 N HIS C 381 



ATOM 



9041 CA HIS C 381 



-15.372 
-14.612 



35.300 -13.589 1.00 20.22" 



34.899 



ATOM 



9042 C HIS C 381_ 



-15.327 35.316 



-14.784 
-16.053 



1.00 20.41 



1.00 20.32 



7 C 



6 C 



ATOM 9043 O HIS C 381 



ATOM_ 



9044 CB HIS C 381 



-14,807 
-14.495 



35.834 
33.353 



-17.030 1.00 18,94 



-14.741 



ATOM 



9045 



CG 
MDl 



HIS C 
HIS C 



381 
381 



-13.774 
-12.415 



32.857 
32.959 



-15.955 
-16,073 



1.00 21.14 
1.00 21.83 



6 C 



_6 C_ 

7 C 



ATOM 9046 



1.00 21.03 



ATOM 



9047 CD2 HIS C 381 



ATOM 
ATOM 



9048 



CEl HIS C 381 



14.212 32.250 -17.067 1.00 22.61 6 C 



9049 



NE2 
N 



HIS C 
ARG C 



381 
382 



-12.031 
-13.096 



32.443 -17.213 1.00 23.13 6 C 



32.000 
35.138 



-17.853 
-16.076 



1.00 23.41 
1.00 21.28 



7 C 



ATOM 9050 



-16.653 



1.00 23.27 
1.00 24.91 



"T^c" 



ATOM 



9051 



CA 
C 



ARG C 
ARG C 



382 
382 



-17.450 
-17.303 



35.589 
37.102 



-17.215 
-17.414 



ATOM 



9052 



ATOM 9053 



O 
CB 



ARG c: 

ARG C 



382 
382 



-17.233 
-18.949 



37.554 
35.296 



-18.566 
-17.038 



1.00 24.19 
1.00 22.90. 



_8 C 



ATOM 9054 



ATOM 9055 



CG 
CD 



ARG C 
ARG C 



382 
382 



-19.234 
-20.683 



33.812 
33.431 



-17.277 
17.015 



1.00 24.80 
1.00 25.66 



J C_ 

6 C 



ATOM 9056 



ATOM 9057 NE ARG C 382 



ATOM 9058 CZ ARG C 382 



-20.920 
-21.776 



32.103 -17.634 1.00 26.23 7 



ATOM 9059 



NHl 
NH2 



ARG C 
ARG C 



382 
382 



-22.422 
-21.938 



31.251 
31.635 



-17.137 



-16.000 
-17.766 



1.00 28.45 
1.00 30. l6 



6 C 



1.00 i4.li 



7 C 



ATOM 9060 



ATOM 9061 



N 

CA 



ASP C 
ASP C 



383 
383 



-17.^42 



30.094 



37.852 
39.300 



-16.301 
-16.452 



1.00 23.44 
1.00 25.69 



"6~C" 



_C 
_C 

_o 
_c 
_c 
o 



ATOM 9062 



-17.121 
-15.758 



■8~C" 



ATOM 



ATOM 



9063 
"9g64" 



ASP C 383 



39.652 



ASP C 383 



-15.661 .40.498 



-17.079 
17.970 



1.00 25.84 



1.00 25.29 



AT0M_ 



ATOM 



9065 
9066 



CB ASP C 383 



-17.234 39.999 -15.098 1.00 29.59 6 C 



CG 
ODl 



ASP C 
ASP C 



383 
383 



-17.307 
-16.396 



41.513 
42.267 



-15.267 
-14.886 



1.00 34.11 
1.00 36.36 



6 C 

"8""C" 



9067 



41.968 
39.030 



1.00 36.66 
1.00 21.51 



ATOM 9068 
ATOM 9069 



0D2 

JJ 

CA 



ASP C 383 



-18.309 



-15.850 



TYR C 
TYR C 



384 
384 



-14.714 



-16.580 
-17.052 



8 C 

"T-c" 



c 



ATOM 



ATOM 



9070 
9071 



TYR C 384 



-13.347 
-13.318 



39.232 



1.00 23.26 



38.930 



ATOM 9072 



O 
CB 



TYR C 
TYR C 



384 
384 



-12.737 



39.636 
38,367 



-18.548 
-19.368 



1.00 23.06 



1.00 21.13 
1.00 20.09 



_6 C_ 

6 C 



J C_ 

6 C 



JO 
C 



ATOM 



-12.328 



-16.250 
16.754 



ATOM 9074 



CG 
CDl 



TYR C 
TYR C 



384 
384 



-10.919 38.634 



1.00 20.83 
1.00 21.86 



_6 C_ 

6 C 



_C 

c 



ATOM 9075 



-10,140 



ATOM 9076 



CD2 

"ceT 



TYR C 
TYR C 



384 
384 



-10.390 



39.646 
37.910 



-16.206 



-17.816 
-16.659 



1.00 20.50 
1.00 21. iT 



J C_ 

6 C 



_C 
C 



ATOM 9077" 



-8.858 39.914 



wo 2004/029239 
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ATOM 9078 CE2 TYR C 384 



116/189 

-9.131 38.167 -18.327 l.OO 20,51 



ATOM 



9079 C2 TYR C 384 



-8.397 



39.176 ■ 
39.429 - 



17.733 
18.236 



1.00 22.13 



6 C 



S 

Ji 

_o 
c 

_o 
_c 

w . 

c 

c 

o 

c 

c 
c 

IE 

N 

c 
c 
o 
c 
c 
o 

M 

N * 

c 

c 

o 

c 

c 

c 

c 

c 

c 

c 

o 

o 

N 

c 

c 

o 

c 

c 

SE 

C 

N 

c 

c 

o 

c 

c 

c 

N 

C 

N 

N 

N 

C 

C 

o 

c 

c 

c 



ATOM 9080 OH TYR C 384" 
ATOM 9081 N THR C 385 



-7.149 



1,00 23.60 8 C 



-13.875 37.760 -18.900 1.00 24.11 



ATOM • 9082 CA THR C 385 



-13.928 37.307 -20.289 1.00 21.98 



6 C 

6 C; 



ATOM 9083 C 



ATOM 9084 O 



THR C 385" 
THR C 385 



-14.603 
-14.113 



38,353 



38.755 - 



21.173 
22.223 



1.00 24.05 
1.00 23>l0" 



1477l2 35.990 -20.367 1.00 22.5"? 



8 C 
6 C 



ATOM 



9085 CB THR C 385 



ATOM 9086 OGl THR C 385 



ATOM 9087 



ATOM 
ATOM 



9088 



CG2 THR C 385 
N LYS C 386 



-13.891 
-14.987 



34.980 -19.723 



35.510 -21.799 



1.00 22.43 
1.00 21. iF 



8 C 



15.780 38.783 -20.736 1.00 24.41 7 



"6~C" 



9089 CA LYS C 386 



-16.554 39.768 -21.482 1.00 26.58 



6 C 



ATOM 



9090 C LYS C 386 



-15.770 41.050 -21.678 1.00 26.09 



ATOM 



9091 O LYS C 386 



-15.860 
-17.835 



41.643 
40.004 



-22.759 1.00 25.68 



J 

6 C 



A TOM 9092 CB LYS C 386 
9093 CG LYS C 386 



-20.683 1.00 30.44" 



ATOM 



-18.526 41.305 -20.997 1.00 36.72 



ATOM 



9094 CD LYS C 386 



ATOM 9095 CE LYS C 386 



-19.741 
-20.837 



41.141 
42.052 



-21.878 1.00 39.60 



6 C 



-21.283 1.00 43.59 



7 C 



ATOM 9096 NZ LYS C 386" 



ATOM 



9097 N ASN C 387 



-20.448 

-14,942 



43.498 -21.360 1.00 45.37 



41.433 -20.705 

14.225 42.704 -20.829 



1.00 26.07 
1.00 27.19 



J7 C_ 

6 C 



ATOM 9098 CA ASN C 387 



ATOM 



9099 C ASN C 387 



-12.798 42.563 -21.328 1.00 25.84 6 C 



ATOM 



9100 



ATOM 



9101 



O ASN C 387 
CB ASN C 387 



-12.094 43.563 -21.427 1.00 25.45 8 



ATOM 9102 



ATOM 9103_ 



CG ASN C 387 
ODl ASN C 387 



-14.347 
-15.816 



43.470 -19.508 



-16.310 



43.879 
44.791 



-19.321 



1.00 28.96 

1.00 ^iAi 



-20.004 



ATOM 9104 



ATOM 9105 



ND2 ASH C 387 
"n TYR C 388" 



-16.579 43.255 -18.443 



1.00 34.^0 
1.00 32,01 



6 C 

"6— C" 



"8~C" 



-12.326 41.386 -21.688 



ATOM 9106 CA TYR C 3^8 



-10.940 
-10.600 



41.223 



-22.160 
-23.373 



1.00 23.49 
1.00 23.56" 



7 C 



_e c_ 

6 c 



OTOM 



9107 



TYR C 388 



42.062 



1.00 25.71 



ATOM 



ATOM 



9108 



TYR C 388 



9109 CB TYR C 388 



-9.429 
-10.682 



42.522 -23.489 1.00 28.11 



39.745 
39,413 



-22.504 
-22,829 



1.00 21.12 



8 C 

T"C" 



ATOM 9110 CG TYR C 388" 



ATOM 9111 CDl TYR C 388" 



-9.241 
-8.279 



1,00 23.02 
1.00 22.63 



6 C 



_6 C_ 

6 C 



ATOM 9112 CD2 TYR C 388" 



-8.834 



39.229 
38.999 



-22.098 



1,00 23.29 



1.00 22.15 
1.00 23.32 



ATOM 9113 CEl TYR C 388 
ATOM 9114 CE2 TYR C 388 



-6.970 



-7.502 38.947 -24.404 



6 C 

"6~r 



ATOM 9115 CZ TYR C 388 



-6.575 38.838 -23.387 1.00 22.17 6 C 



ATOM 9116 OH TYR C 388" 



-5.277 
-11.459 



38.530 -23.755 1.00 23.75" 



_8 C_ 

8 C 



ATOM 



9117 or TYR C 388 



42.261 -24.263 1.00 25. 6F 



ATCMtf 



9119 N MET D 



3.660 
4.575 



3.910 



-15.860 
-16.616 



1.00 19.33 
1.00 20.90 



7 D 

6 D 



ATOM 9120 CA MET D 



4.811 
6.149 



ATOM 



9121 C 



MET D 



ATOM 9122 



MET D 



3.8^4 
2.^69 



9123 CB MET D 



ATOM 9124 CG MET D 



5.066 
6.338 



6.199 
4.226 



-16.896 1.00 21>14 



-17.174 1.00 19.92 



-17.903 1.00 23. iT" 



_6 D_ 

8 D 



4.916 
5.827 



-18.467 1.00 23.91 



6 D 



ATOM 9125 SE MET D 
9126 CE2 MET D 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



ATOM 



5.349 
5.286 



-20.079 1.00 49.36 34 



4.387 -21.228 1.00 12.50 6 D 



9127 N ARG D 



"47604 7.212 -16.703 



9128 CA ARG D 



4.059 8.557 -16.859 



1.00 18.98 
1.00 19, 3T 



9129 C 



ARG D 



5!l30 9.501 -17.371 1.00 20.05 g 



7 D_ 

6 D 



9130 O 



ARG D 



6.303 9.081 -17.481 



9131 CB ARG D 



ATOM 9132 CG ARG P 



3.431 8.993 -15.540 



1.00 20.78 
l.QO 20.39 



8 D 



"4.480 9.081 -14.442 1.00 19.13' 



ATOM 9133 CD ARG P 



3.755 9.193 -13.081 



ATOM 9134 NE ARG D 



4.783 8.992 -12.091 



1.00 18.54 
1.00 17. IT 



_6 D_ 

6 D 



1.00 15. 2r 



J7 D_ 

6 D 



ATOM 



9135 CZ ARG D 



4.849 9.374 



-10.832 
■10.201 



~ D 
"?— 5" 



ATOM 9136 NHl ARG D 



5.907 8.914 



-10.247 
-17.770 



1.00 14.4T" 
1.00 16. 2T 
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1.00 24.62 



J P_ 

6 O 



ATOM 



9348 C ILE P 32 



15.027 



9.097 
9.574 



-32.122 



ATOM 



ATOM 



"934r 



ILE P 32 



9350 CB ILE P 32 



14.007 
15.283 



-32.640 1.00 20. 94 



9.154 -29.668 1.00 24.94 



8 P 



"g~p" 
"6~P" 



ATOM 9351 CGIAILE P 32 



15.506 



8.361 
8.346 



-28.380 
-28.358 



O.50 23.40 



ATOM 9352 CGIBILE P 32 
ATOM 9353 CG2AILE P 32 



15.265 



14.220 10.229 -29.431 



0.50 25.77 
0.50 22. TT 



_6 P, 

6 P 



ATOM 9354 CG2BILE P 32 



ATOM 9355 CPIAILE P 



IT 
IT 



14.330 10.336 -29.507 0.50 23.21 



14.363 7.509 -27.884 



0.50 21.65 
0.50 28.09 



6 P 



ATOM 9356 CPIBILE P 



16.694 7.971 -28.069 



1.00 23.81 
1.00 23.83 



"r~P" 
6 O 



ATOM 



9357 N ASM P 33 



16.288 9.278 -32.573 



ATOM 



ATOM 



9358 CA ASM D 



9359 C 



ASM P 



33 
"IT 



16.526 
15.816 



10.177 -33.714 



9.751 -34.986 



1.00 24.11 
1.00 23.25 



"8—0" 



_C 
_C 

_o 

_C 

o 



ATOM 



ATOM 



9360 O ASN P ^3 



15.378 10.624 



9361 CB ASN P 33 



18.036 10.372 



-35.734 
-33.950 



1.00 24. iT 



6 P 



ATOM 



9362 CG ASN P 33 



18.752 11.000 -32.775 1.00 24.54 



ATOM 



9363 OPl ASN O 33 



19.999 .10.^14 -32.694 1.00 26.78 



^8 P, 

7 P 



ATOM 9364 NP2 ASN P 33 



18.006 11.567 -31.848 



ATOM 9365 N GLO O 34 



15.714 8.444 -35.227 



1.00 22.98 
1.00 23.99 



1.00 27. 3T' 



J7 

6 P 



_N 
_C 
^ 
_0 
_C 

-£ 
_C 

_0 
J! 

_c 
_c 

_0 

_c 

«£ 
_o 

o 

N 

c 
c 



ATOM 



ATOM 



9366 CA GLO P 34 



15.027 7.995 



9367 C GLO P 34 



13.604 



8.548 



-36.433 
-36.508 



1.00 27,68 



ATOM 9368 O GLO P 34 



13.122 8.984 -37.550 1-00 25.76 



"8^0" 



ATOM 



9369 CB GLO P 34 



15.000 6.464 -36.472 1.00 31.29" 



_6 0. 

6 P 



ATOM 



9370 CG GLO P 34" 



14.363 5.976 -37.771 1.00 37.15" 



ATOM 



9371 CP GLO P 34 



14.411 
15.066 



4.486 
3.708 



-38.020 
-37.299 



1.00 39.76 
1.00 41. g3" 



6 O^ 

8 P 



ATOM 



9372 OEl GLO P 34 



-38.9^9 
-35.386 



ATOM 9373 OE2 GLO P 34" 



13.727 



4.026 
8.472 



1.00 41.32" 
1.00 24. 2T" 



J P_ 

7 P 



ATOM 9374 N ASP P 35 



ATOM 



ATOM 



ATOM 



9375 
"937?" 



CA ASP P 35 



12.879 
11.52:^ 



9377 



ASP P 35 



11.604 



9.032 
10.543 



ASP P 35 



10.705 
10.731 



11.132 



-35.349 
-^^.361 



-35.979 
-34.143 



1-00 23. 9T" 
1.00 22.80 



6 0 



1.00 23.12 



6 O 



8 P_ 

6 O 



ATOM 



ATOM 



ATOM 



9378 CB ASP P 35 



8.494 



9379 CG ASP P 35 



10.252 



9380 OPl ASP P 35 



10.539 



7.063 
6.605 



-34.437 
-35.564 



1.00 21.98 



1.00 25.72 6 P 



1.00 24.88 



_8 0_ 

8 P 



ATOM 9381 0P2 ASP P 35 



9.575 6.379-33.622 1.00 25.46 



ATOM 9382 N LEO P 36 12.587 
ATOM 9383 CA LEO P 36' 12. 594 



ATOM 



ATOM 



ATOM 



9384 



LEO P 36 



11.155 
12.^14 



-34.651 1.00 21.95 



-34.686 



12.727 13.057 -36.151 



1.00 22.19"" 
1.00 23.40" 



ATOM 9385 O LEO P 36 



127065 14.010 -36.531 1.00 20.55^^ 8 



6 P 



ATOM 9386 CB LEO P 36 



13.644 13.329 -33.827 1.00 20.15 6 P 



9387 



CG LEO P 36 
' 3^ 



13.589 12.969-32.316 1.00 21.26 6 P 



-2 

S 
C 



9388 CPl LEO P 



14.783 13.554 -31.573 1.00 20.78 



J P. 

6 P 



C 



ATOM 9389 CP2 LEO P 36. 



12.262 13.395 -31.689 1.00 20.40 



ATOM 



9390 N ARG P 37 



13.592 12.381 -36.895 1.00 22.73 



7 0_ 

6 P 



__N 

C 



ATOM 



ATOM 



9391 CA ARG P 37 



13.787 12.775 -38.293 1.00 27.19 



9392 



ARG 0 37 



12.494 12.591 -39.085 



1.00 26.29 
1.00 24. 8T" 



6 P_ 

8 P 



O 



ATOM 9393 O ARG 0 37 



12.117 
14.920 



13.491 
11.979 



'39.829 
-38.958 



1.00 29.4?" 



ATOM 9394 CB ARG O 37 



6 0 
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CG 


ARG D 


37 


16.253 ; 


12.129 -38.243 


1.00 36.64 


6 D 


C 


ATun 




CD 


ARG D 


37 


17.460 


11.594 -39.017 


1.00 40.58 


6 D 


c 


ATUn 


J 7 ' 


NE 


ARG D 


37 


17,342 


10.159 -39.234 


1.00 45.31 


7 D 


H 


ATOM 


7 J 3 O 


CZ 


ARG D 


37 


17.753 


9.148 -38.482 


1.00 45.79 


6 D 


C 


ATOM 


Z7 J 9 9 . 


NHl 


ARG D 


37 


17.485 


7.889 -38.863 


1.00 46.31 


7 D 


N 


ATOM 




Sine 




37 


18.447 


9.36^ -37.382 


1.00 45.77 


7 D 


N 


.ATOM 




M 


LI 


38 


11.823 


11.458 -38.925 


1.00 26.51 


7 D 


N 


ATOM 








38 


10.548 


11.265 -39.633 


1.00 26.90 


6 D 


C 


ATOM 


dA rk"^ 


r' 
\* 




38 


9.570 


12.386 -39.295 


1.00 24.64 


6 D 


C 


ATOM 


Ail f\A 


f\ 
\J 


i^Q^ n 
e\X\\a V 


38 


8.^22 


12.811 -40.187 


1.00 24.45 


i D 


o 


ATOM 




y^o 


n 


38 


9.895 


9.915 -39.327 


1.00 28.70 


i 0 


c 


ATOM 


9406 




ft ofz n 
Aivva U. 


JO 


10.727 


8,729 -39.851 


1.00 29.10 


6 D 


C 


ATOM 


94 07 


CD 


ARG D 


jO 


10. 201 


7.435 -39.243 


1.00 31.45 


6 D 


C 


ATOM 


9408 




An(j> LI 


38 


8.820 


7.193 -39.592 


1.00 32.66 


7 D 


N 


ATOM 


9409 


CZ 


ARG D 




7.920 


6.427 -38-990 


1.00 32.18 


6 D 


C 


ATOM 


9410 


NHl 


ARG D 


JO 


6.700 


'6.401 -39.495 


1.00 32.62 


7 D 


N 


ATOM 


9411 


NH2 


ARG D 


JO 


8.187 


5.750 -37.883 


1.00 31.66 


7 D 


N 


ATOM 


'9412 


N 


ARG D 


jy 


9. 576 


12.898 -38.061 


i.bo 52.^6 


i D 


N 


ATOM 


9413 


CA 


ARG D 


jy 


8 . 595 


13.932 -37.702 


1.00 22.38 


6 D 


C 


ATOM 


9414 


C 


ARG D 


•3 31 


8.848 


15.280 -38.375 


1.00 24.22 


6 D 


C 


ATOM 


9415 


0 


ARG D 


J? 


7.987 


16.151 -38.506 


1.00 23.60 


8 D 


o 


ATOM 


9416 


CB 


ARG D 


jy 


8"."il9 


14 139 -36,159 


1.00 22.00 


6 D 


C 


ATOM 


■ 9417 


CG 


ARG D 


jy 


7.403 


14.991 -35.691 


1.00 19.22 


6 D 


C 


ATOM 


9418 


CD 


ARG D 


Tl A 

jy 


7 703 


15 543 -34.263 


1.00 18.58 


6 D 


C 


ATOM 


9419 


NE 


ARG D 


■a A 

jy 


8.668 


16 600 -34.470 


1.00 17.65 


7 D 


N 


ATOM 


9420 


CZ 


ARG D 


•a A 


ft AA'y 


17 845 -34.800 


1.00 19.60 


6 D 


C 


ATOM 


9421 


NHl 


ARG D 


39 


1 1 07 


1ft 311 -34.913 


1,00 21.06 


7 D 


N 


ATOM 


9422 


NH2 


ARG D 


"3 A 

33 


Q d ^ ft 


18 647 -35 028 


1.00 19.06 


7 D 


N 


ATOM 


9423 


N 




40 


X U • X VJ 1. 


1 -IS 752 


1.00 25.34 


7 D 


N 


ATOM 


9424 


CA 


GLN D 


4U 


1 n A'ya 

XU • H 


16 862 -39 341 


1.00 28.00 


6 D 


C 


ATOM 


9425 


C 


GLN D 


40 


X\J . ux^ 


1A —40 606 


1.00 27.92 


6 D 


C 


ATOM 


9426 


o 


GLN D 


A f\ 

4U 


1 n nftO 

XU . 


18 021 -41.370 


1.00 32.07 


8 D 


o 


ATW 


9427 


CB 


GLN D 


40 


XI. y4y 


1*7 1 fi7 —10 277 


1.00 28.30 


6 D 


C 


ATOM 


9428 


CG 


GLN D 


40 


XZ • JOll • 


17 548 -37 859 


1.00 28.43 


6 D 


C 


ATOM 


9429 


CD 


GLN D 


40 


U . f /4 


Ifl 1 04 -37 820 


1.00 29.25 


6 D 


c 


ATOM 


9430 


OEl 


GLN D 


40 


" ^ A ^fto 


17 393 -37 395 


1,00 27.64 


8 D 


0 


ATOM 


9431 


NE2 


GLN D 


ii f\ 
4 U 


11 ftOI 


fa 341 -i6.288 


1.00 27.56 


7 D 


N 


ATOM 


9432 


. N 


GLY D 


4 1 


Q 7ft ft 

y . / o o 


1< -41 437 


1.00 28.35 


7 D 


N 


ATOM 


9433 


CA 


GLY D 


41 


y . D xj 


15 722 -42 860 


1.00 29.87 


6 D 


c 


ATOM 


9434 


C 


GLY D 


4 1 


ft 1 T 1 

O . X / X 


15 700 -43 326 


1.00 27.49 


6 D 


c 


ATOM 


9435 


O 


GLY D 


4 1 


7 . 238 


16.004 -42.583 


1.00 28.82 


8 D 


0 


ATOM 


9436 


N 


GLY D 


A O 


8 • 021 


15 250 -44.558 


1.00 28.21 


7 D 


N 


ATOM 


9437 


CA 


GLY D 


A O 

4Z 


6.710 


IS 236 -45.233 


1.00 27.58 


6 D 


c 


ATOM 


9438 


C 


GLY D 


A O 

4Z 


D ■ OO X 


16 464 -46.166 


1.00 28.63 


6 D 


■ "c 


ATOM 


9439 


0 


GLY D 


it o 
4iC 


k QftfT 


17 599 -45,814 


1.00 25.44 


8 D 


0 


ATOM 


9440 


N 


TYR D 


4 J 


— ' — trfsF 


16 180 -47.407 


1.00 28.38 


7 D 


N 


ATOM 


9441 


CA 


TYR D 


4 J 


6.168 


17.210 -48.437 


1.00 28.05 


6 D 


c 


- ATOM 


9442 


C 


TYR D 




5 227 


18.318 -48.009 


1.00 28.18 


6 D 


c 


ATCtti 


- 9443 


0 


TYR D 


A"^ 


4 088 


18.040 -47.655 


1.00 28.20 


8 D 


0 


ATOM 


9444 


CB 


TYR D 


43 


■ 5.68b 


16.528 -49.744 


1.00 26.84 


6 D 


c 


ATOM 


9445 


CG 


TYR D. 


A 


5 . 780 


17.558 -50.850 


1.00 26.93 


6 O 


c 


ATOM 


94 4 6 


CDl T^fR D 


43 


7 . 025 


17.826 -51.410 


1.00 27.74 


6 0 


c 


ATOM 


9447 


CD2 TYR D 


H J 


4 . 690 


18.276 -51.296 


1.00 25.18 


6 


c 


ATOM 


HA AO 


CEl TYR D 


4^ "'" 


7.186 


18.774 -52.395 


1.00 27.37 


6 D 


c 


ATOM 


9449 


CE2 TYR D 


43 


4 .821 


19.206 -52.308 


1.00 28.05 


6 D 


c 


ATOM 


AA cn 

y4 du 


CZ 


TYR D 


43 


6.078 


19.455 -52.845 


1.00 28.69 


6 D 


c 


ATOM 


y 4 Di 


OH 


TYR D 


43 


6.214 


20.387 -53.865 


1.00 29.05 


8 D 


0 


ATOM . 


Ail C3 


N 


GLY D 


44 


5. ^44 


19.580 -48.034 


1.00 29.16 


7 D 


N 


ATOM 


A^ ca 


CA 


GLY D 


44 


4.773 


20.658 -47.599 


1.00 29.01 


6 0 


c 


ATOM 


A il C>l 

7434 


C 


GLY D 


44 


5.374 


21.366 -46.394 


1.00 30.65 


6 D 


c 


ATOM 


9455 


. O 


GLY D 


44 


4 .881 


22.432 -46.077 


1.00 31.10 


8 D 


0 


ATOM 


Oil ^ A 


N 


ARG D 


45 


6.272 


20.736 -45.627 


1.66 ^^.69 


7 D 


N 


ATOM 


• O^ 


CA 


ARG D 


45 


6.853 


21.438 -44.498 


1.00 30.48 


6 D 


C 


ATOM 


Oil (^fl 

y 4 JO 


C 


ARG D 


45 


8.094 


22.172 -44.994 


1.00 32.72 


6 D 


C 


SI* AM 


y s o y 


O 


ARG D 


45 


8.806 


21.632 -45.851 


1.00 33.10 


8 D 


0 




OA fkfi 


CB 


ARG D 


45 


7.242 


20.507 -43.341 


1.00 29.33 


6 0 


c 


ATOM 


9461 


CG 


ARG D 


45 


6.027 


19.747 -42.796 


1.00 28.72 


6 D 


c 


ATOHA 


94 62 


CD 


ARG D 


45 


6.284 


19.212 -41.373 


1.00 28.42 


6 D 


c 


ATOM 


9463 


NE 


ARG D 


45 


6.083 


20.364 -40.462 


" 1.00 26.75 


7 D 


N 


ATOM 


9464 


CZ 


ARG D 


45 


6.405 


20.350 -39.161 


1.00 25.08 


6 D 


c 


ATOM 


9465 


NHl ARG D 


45 


6.961 


19.273 -38.625 


1.00 21.^8 


7 0 


N 


ATOM 


9466 


NH2 ARG D 


45 


6.180 


21.454 -38.473 


"1.00 25.16 


7 D 


N 


ATOM 


9467 


N 


GLY D 


46 


8.321 


i3.367 -44.461 


1.00 34.16 


7 D 


N 


ATOM 


9468 


CA 


GLY D 


46 • 


9.533 


24.055 -44.942 


1.00 37.04 


6 D 


c 


ATOM 


9469 


C 


GLY D 


46 


10.226 


24.728 -43.778 


1.00 38,78 


6 D 


c 


ATOM 


9470 


O 


GLY D 


46 


10.468 


24.149 -42.721 


" 1.00 39.26 


8 D 


0 


ATOM 


9471 


N 


GLY D 


47 


10.570 


25.992 -43.980 


1.00 39.63 


7 D 


N 


ATOM 


^4^2 


CA 


GLY D 


47 


11.126 


26.883 -43.003 


1.00 36.95 


6 D 


c 


ATOM 


9473 


C 


GLY D 


47 


11.866 


26.341 -41.813 


■ 1.00 36.70 


6 D 


c 
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A TOM 9474 O GLY D 47 13.037 25.960 -41.850 1.00 35.06 8 0 0 • 

AT OM 9475 N ARG D 48 . 11.201 26.407 -40.649 1.00 36.03 7 P "N 

A TOM 947^ CA ARG D 48 11.879 25.958 -39.424 1.00 35.05 6 D C 

A TOM 9477 C ARG P 48 12.491 24.576 -39.633 1.00 33.24 6 D C 

ATOM 9478 O ARG P 48 13.571 24.310 -39.086 1.00 31.16 8 P 

ATOM 9479 CB ARG P 48 10.897 26.028 -38.247 1.00 37.26 6 P C 

ATO M 9480 CG ARG P 48 11>410 25.231 -37>065 1.00 40.30 6 D C 

ATO M 9481 CP ARG P 48 12.390 26.012 -36.182 1.00 41.03 6 P C 

ATOM 948^ HE ARG P 48 11.539 26.492 -35.138 1.00 43.20 7 P W 

ATOM 94 83 CZ ARG 0 48 11.508 26.547 -33.834 1.00 40.72 6 P C 

ATOM 9484 NHl ARG P 48 12.457 26.091 -33.049 1.00 39.34 7 P M 

ATOM 9485 NH2 ARG 0 48 10.389 27.126 -33.434 1.00 41.28 7 P H 

AT OM 948^ N MET P 49 11.821 23.688 -40.379 1.00 27.99 7 P H 

A TOM 9487 CA MET P 49 12.289 22.331 -40.525 1.00 29.21 6 P C 

ATOM 9488 C MET P 49 13.631 22.267 -41.259 1.00 30.34 6 P "C 

ATOM 9489 O MET P 49 14.288 21.227 -41.219 1.00 30.57 8 D ^ 

ATOM 949b CB MET P 49 11.282 21.425 -41.268 1.00 27.45 6 P C 

AT OM 9491 CG MET P 49 9.875 21.610 -40.704 1.00 27.80 6 P 

ATOM 9492 SB MET P 49 10,346 20.656 -38.684 1.00 51.65 34 P SB 

ATOM 9493 CE2 MET P 49 10.418 22.184 -37.571 1.00 31.03 6 P C 

ATW4 9494 H GLY P SO 14.049 23.338 -41.907 1.00 28.86 7 0"^ 

A TOM 94^^ CA GLYP^O 15.345 23.256 -42.599 1.00 34.67 6 P C 

ATOM 9496 C GLY P 50 16.416 23.951 -41.775 1.00 35.72 6 P C 

ATOM 9497 O GLY P 50 17.566 24.008 -42.179 1.00 37.48 8 P O 

ATOM 9498 N ILE P 51 15.958 24.457 -40.637 1.00 36.18 7 P W 

ATOM 949^ CA ILE P 51 16.802 25.115 -39.654 1.00 36.60 6 P "C 

A TOM 9500 C ILE P 51 17.118 24.115 -38.533 1.00 36.02 6 P C 

. ATOM 9501 O ILE P 51 18.251 24.158 -38.060 1.00 35.90 BP O 

ATOi 9502 CB ILE P 51 16.117 26.323 -39.021 1.00 37.30 6 P C 

ATOM 9503 CGI ILE P 51 15.956 27.485 -40.012 1.00 38.99 6 P C 

ATOM 9504 CG2 ILE 0 51 16.855 26.807 -37.776 1.00 39.13 6 0 C 

ATOM 9505 CPl ILE P 51 15;109 28.616 -39.452 1.00 38.10 6 P C 

ATOM 9506 N GLU P 52 16.145 23.313 -38.106 1.00 32.95 7 P N 

AT OM 9507 CA GLO P 52 • 1^.^98 22.363 -37.029 1.00 32.34 6 P C 

AT^5 9508 C GLO P 52 16.920 21.035 -37.569 1.00 33.29 6 P C 

ATO M 9509 O GLO D 52 16.677 20.635 -38.719 1.00 31.42 8 P O 

ATO M 9510 CB GLU P 52 15.144 22.122 -36.167 1.00 31.36 6 P C • 

A TOM 9511 CG GLU P 52 14.547 23.372 -35.507 1.00 28.31 6 P ~ 

ATOM 9512 CO GLO P 52 15.409 24.002 -34.449 1.00 29.56 6 P C 

ATOM 9513 OEl GLO P 52 15.221 25.168 -34.012 1.00 31.07 8 P O 

ATOM 9514 OE2 GLO 0 52 16.381 23.368 -33.978 1.00 27.87 8 P O 

ATOM 9515 W ASM P 53 17.654 20.311 -36.741 1.00 31.72 7 0 N 

ATO M 9516 CA ASW O 53 18.118 18.961 -37.087 1>00 33.19 6 D ~ 

ATOM 9517 C ASN P 53 17.963 18.240 -35.738 1.00 30.44 6 P C 

ATOM 95 18 O AS» P S3 18.871 18.319 -34.908 1.00 27.15 8 P O 

ATOM 9519 CB ASN P ^3 19.537 19.004 -37.620 1.00 38.18 6 P C 

AT OM 9520 CG ASN P 53 20.156 17.662 -37.934 1.00 41.55 6 P ~ 

ATO M 9521 OPl ASN P 53 21.276 17.599 -38.493 1.00 43.80 8 P ~ 

ATOM 9522 NP2 ASN P 53 19.442 16.608 -37.569 1.00 40.80 7 0 N 

ATOM 9523 N ASP P 54 16.723 17.776 -35.511 1.00 25.95. 7 P M 

ATOM 9524 CA ASP P 54 16.388 17.354 -34.144 1.00 24.40 6 P C 

AT S — 9525 C ASP P 54 17.118 16.072 -33.760 1.00 22.70 6 P C 

AT5i 952 6 O ASP P 54 16.825 15.056 -34.395 1.00 21.78 8 P O 

ATOii 952^ — CB ASP P 54 14.875 17.125 -33.987 1.00 22.28 6 P ~ 

ATOM 9526 CG ASP P 54 14.071 18.410 -34.089 1.00 22,98 6 P C 

AT ^ — 9529 OPl ASP P 54 14.689 19.447 -33.831 1.00 18.39 8 P O 

AT^! 95 30' QP2 ASP P 54 12.841 18.346 -34.393 1.00 23.58 8 P ^ 

AT OM 9531 N GLN P 55 17.948 16.127 -32.749 1.00 23.08 7 P N 

ATOM 9532 CA GLN P 55 18.526 14.886 -32.219 1.00 25.75 6 P C 

AT^i 9533 C GLN P 55 18.387 14.855 -30.691 1.00 24.21 ^ 6 P C 

ATCTi 95^4 O GLN P 55 18.552 15.925 -30.105 1.00 21.52 8 P 5 

ATWi 9535 CB GLN P 55 20.048 14.931 -32.519 1.00 30.39 6 P C 

AT0i5 95 36 CG GLN P 55 20.236 15.007 -34.036 1.00 33.83 6 P C 

ATO M 9537 CP GLN P 55 21.712 15.093 -34.398 1.00 37.67 6 P- C 

AfSl 9538 QEl GLN P 55 22.035 14.540 -35.461 1.00 40.28 8 P ~ 

AfiOM 9539 NE2 GLN P 55 22.525 15.749 -33.593 1.00 38.44 7 P N 

ATOM 9540 N VAL P 56 18.341 13.699 -30.059 1.00 22.67 7 P N 

ATOM 9541 CA VAL P 56 18. 188 13.653 -28.603 1.00 22.88 6 0 C 

ATOM 9542 C VAL P 5^ 19.486 13.628 -27.802 1.00 23.26 6 P C 

ATOM '9543 O VAL P 5^ 20.579 13.258 -28.258 1.00 22.91 8 O ~0 

AT0?5 9544 CB VAL P 56 17.343 12.403 -28.224 1.00 22.08 6 P ~ 

ATOM 9545 CGI VAL P 56 18.120 11.110 -28.349 1.00 19.11 6 P C 

ATOM 9546 CG^ VAL P 5^ 16.698 12.547 -26.855 1.00 23.41 6 P C 

ATOM — "9547 W VAL P 57 19.393 14.128 -26.567 1.00 24.16 7 P N 

ATOM — "9548 CA VAL P 57 20.495 14.097 -25.621 1.00 22.05 6 P C 

ATOM 9549 C VAL P 57 19.909 13.489 -24.325 1.00 21.60 6 P C 

ATCTi 9550 O VAL P 57 19.011 14.091 -23.739 1.00 18.82 8 P O 

AT OM 9551 CB VAL P 57 21.143 15.426 -25.264 1.00 25.19 6 P C 

ATOM 9552 CGI VAL P 57 22.319 15.140 -24.314 1.00 24.41 6 P C 
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ATOM 



QS53 CG2 VAL D 57 



MOM 9554 N PHE D SB 
ATOM 



21.722 16>123 -26,508 1>00 25.86 
"20.385 1 2.300 -2 3^.999 1^ 00 19.38 



6 D 



9555 
9556 



CA 
C 



PHE D 
PHE D 



58 
58 



19.906 
20.743 



11.705 -22.747 
12.259 -21.589 



1.00 19.75 
1.00 20.18 



ATOM 



ATOM 



9557 



PHE D 58 



ATOM 9558 CB PHE P 68 



21.970 
20.108 



12.286 -21.698 
10.212 -22.689 



ATOM 9559 CG PHE D 58 
ATOM 9560 CDl PHE D 58 



19.249 



17.883 



9.373 -23.586 
9-290 -23.351 



1.00 16.96 
1.00 20.46" 



1.00 22.90 



I. 00 21.08 



ATOM 9561 CD2 PHE D 58 



19.818 8.609 -24.596 1.00 23.67 6 



_0 
C 



ATOM 9562 



CEl PHE P 58 

CE2 PHE D 58„ 



17.067 
18.998 



8.502 -24.14 
7.807 -25.391 



8—1 



00 23.56 
1.00 25.30 



D 

"6"nr 



ATOM 



9563 



J} 
JC 
_C 
_0 

__c 

_0 

c 

H 

_c 

JC 
0 

c 

O 
H 

c 
c 
o 

N 
C 

c 

O 

c 
c 

c 

N 
C 

c 

o 

c 

c 

c 

N 

c 

N 

N 

N 

C 

C 
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C 

c 

N 

C 

C 



ATOM 



9564 C2 PHE D 58 



17.627 
20,070 



7.758 -25.162 
12.558 -20.480 



1.00 23.24 
1.00 17.60 



_6 D_ 

7 D 



ATOM 



9565 N THR D 59 



ATOM 9566 CA THR D 



ATOM 9567 C THR D 



59 



20.818 13.061 -19.283 1.00 19.80 6 D 



20.453 
21.015 



12.28 4 -18.025 
-16.951 



1.00 19.95 
1.00 17.98 



6 0_ 

8 D 



ATOM 



9568 



THR D 59 



12.527 -3 



ATOM' 



9569 CB THR D 59 



20.389 14.504 -19.476 1.00 23.11" 



"8 d" 



ATOM 



9570 OGl THR D 59 



ATOM 



9571 CG2 THR P 59 



21.459 
19.331 



15.390 -19.825 



15.053 



ATOM 



9572 N SER P 60 



19.583 



ATOM 



ATOM 



9573 
"9574" 



CA SER P 60 



19.291 



11.270 - 
10.423 



18.620 
18,099 



1.00 29.19 
1.00 17.53 



6 P 



SER 0 60 



18.582 
17.982 



9.156 
9.145 



16.957 
17.411 



1.00 18.07 
1.00 19.30 



1.00 18.40" 
l.OO 17.75" 



J7 P_ 

6 P 



6 P 
8 P 



ATOM 



9575 



SER P 60 



-18.498 
•15.840 



ATOM 



9576 CB SER P 60 



18.466 
17.102 



11.102 
11.240 



_ 1^,307 

18.646 8.138 -16.5^1 



1.00 18.32 
1.00 15.60 



_6 O^ 

8 P 



.ATOM 



9577 OG SER P 60 



1.00 1^.58 
1.00 18.05 



ATOM 



ATOM 



9578 
"9^79 



N 



GLY P 61 



CA GLY P 61 



17.888 



6.900 
5.884 



-16.718 



J 0_ 

6 D 



ATOM 



ATOM 



9580 C GLY P IT 



18.401 



9581 



GLY P 61 



17.822 
19.517 



4.777 
6.232 



-17.713 
-17.923 



1.00 19.86 



1.00 17.72 
1.00 20.52 



_8 P_ 

7 O 



ATOM 



9582 N VAL P 62 



-18.371 
-19.367 



ATOM 



9583 CA VAL P 62 



20.079 
21.579 



5.313 
5.175 



1.00 20.87 
1.00 21.69 



_6 P^ 

6 D 



ATOM 



9584 



VAL P 62 



-19.050 
-18.936 



ATOM 



ATOM 



9585 
"9586 



VAL P 62 



CB VAL P 62 



22.305 
19.880 



6.151 
5.834 



4.882 
6.047 



-20.794 
-21.870 



1.00 21.92 
1.00 21.99 



_8 O^ 

6 P 



ATOM 9587 CGI VAL P 62 ' 



20. 4S^ 
18.381 



1.00 21.98 
1.00 22.35 



_6 0_ 

6 P 



ATOM 



9588 CG2 VAL P 62 



-21.029 



ATOM 



958^ N ARG P 63 



22.029 
23.396 



3.928 
3.610 



-18.976 
-18.617 



1.00 21.07 
1.00 21.08 



_7 P_ 

6 P 



At'qm 9590 CA ARG P 63 



-19.519 
-19.624 



ATOM 



9591 



ARG P 63 



23.915 
23.287 



2.499 
1.444 



1.00 20.89 
1.00 16.71 



J5 0_ 

8 P 



ATOM 



ATOM 



9592 



ARG P 63 



9593 CB ARG P 63 



23.501 



3.104 
3.257 



17.163 
-16.644 



1.00 21. 2T" 
1.00 19.84 



"g~P" 



ATOM 



9594 CG ARG P 63 



24.924 
25.119 



"6~P" 
"7~P" 



ATOM 



ATOM 



9595 CP ARG P 63 



9596 NE ARG P 63 



26.589 
27.169 



2.954 -15.155 



2.800 
1.959 



■14.971 
-14.142 



1.00 20.61" 
1.00 22.87 



ATOM 



ATOM 



9597 
9598 



CZ ARG P. 63 



NHl ARG P 63 



26!428 1.200 -13.330 



1.00 22.75 
1.00 21.74 



ATOH 9599 NH2 ARG P 63^ 



28.503 1.911 -14.068 1.00 23.63" 



_6 P_ 

7 P 



ATOM 9600 W HIS P 64_ 



25.032 
25.^20 



2.785 
1.764 



-20.196 
-21.069 



1.00 22.22 
1.00 20.59 



7 P 

6 P 



ATOM 



9601 CA HIS P 64 



>21.993 
>22.005 



ATOM 



9602 



HIS P 64 



24.641 
24.633 



1.072 
-0.1^5 



1.00 23.68 
1.00 22.92 



_6 0_ 

8 P 



ATOM 



ATOM 



9603 



HIS P . 64 



9604 CB HIS P 64 



26.283 
27.411 



0.709 
1.260 



-20.142 
-19.333 



1.00 22.61 
1,00 22.79 



6 0 

THd" 



ATOM 



ATOM 



9605 

960^ 



CG HIS P 64 



NPl HIS P 64 



27.828 0.743 -18.142 



ATOM 9607 CP2 HIS P 64" 



28.217 



2.327 
1.475 



-19.563 



1.00 24.94 
1.00 22.72 



j; P_ 

6 P 



ATOM 9608 CEl HIS P 64 



ATOM 



28.797 



ATOM 9609 HE2 HIS P 64 



ATOM 9610 M GLY P 65 



29.049 
23.780 



2.431 
1.805 



-17.630 1.00 22.74 



18.486 
-22.722 



9611 CA GLY P .6T 



22.844 
21.535 



1.250 
0.702 



-23.645 
-23.153 



1.00 24.05 
1.00 24.41 



7 P 

7 P 



1.00 23.83 
1.00 24.95" 



_6 P_ 

6 P 



_C 

jc 

_0 

_u 

JC 

-£ 
_o 

-£ 
c 



ATOM 



9612 



GLY P 65 



-23,970 
'21.835 



ATOM 



9613 



GLY P 65 



20.762 



0.137 
0.706 



1.00 24.03 
1.00 24.34 



_8 P^ 

7 P 



ATOM 



ATOM 



ATOM 



9614 N - LYS P 6F 



21.316 



9615 CA 



LYS P 66 



20.087 0.168 



9616 



LYS P 66 



19.498 1.105 



-21.270 
-20.209 



1,00 23.63. 



ATOM 9617 



LYS P 66 



20.241 
20.343 



1.816 
-1.168 



-19.522 
-20.575 



1,00 22.58 
1.00 22.83 



J5 P_ 

6 P 



J P_ 

6 ' P 



ATOM 



9618 CB LYS P eT" 



-21.613 
•20.974 



1,00 25.11 
1.00 27.85 



ATOM 9619 CG LYS O 66 



ATOM 



20.735 



9620 CP LYS P 66 



20.717 



-2.235 
-3.619 



6 P 



l.QQ 28.62 



ATOM 9621 CE LYS P 66 
ATOM 9622 NZ LYS P 66 



2l!319 -4.65^ -Si. 921 1.00 29.70 ~ 



_C 
C 



21.235 
18.171 



-6.017 
1,094 



-21.292 
-20.6^5 



1.00 29.05 
1.00 20.75 



_7 P_ 

7 P 



JJ 
JJ 
C 



ATOM 9623 N THR P 67 



ATOM 



9624 CA THR P 67 



17.519 



ATOM 9625 C THR P 67 



17.878 



1.904 
1.263 



-19.063 



-17.727 
17.689 



1.00 19.55 
1.00 21.43 



J P_ 

6 P 



__C 
O 



ATOM 



9626 



THR P 67 



18.067 



ATOM" 9627 CB THR P 67 



15.984 



0.031 
1.860 



1.00 22.06 8 



-19.217 



1.00 19.95 
1.00 18.20 



_6 

8 P 



O 



ATOM 



■ATOH 



ATOM 



' 9628 OGl THR P 67 



15.591 



9629 
"9630 



CG2 THR P 67 



15.562 



0.470 
2.481 



THR P 68 
THR P 68 



17.699 



1.968 
1.393 



-19.207 
-20.539 



-16.616 
-15.301 



1.00 19.07" 
1.00 20.88 



__6 D_ 

7 D 



_C 



ATOM 



9631 CA 



17.953 



1.00 19.19 6 P 
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ATOM 


9632 


C 


THR 0 


68 


16.683 . 


1.375 - 


14 .443 


1.00 20.33 


6 D 


C 


ATOM 


9633 


o 


THR D 


68 


16.864 


1.101 - 


13.253 


1.00 20.99 


8 D 


O' 


ATOM 


9634 


CB 


THR D 


68 


18.965 


2.323 - 


14,589 


1.00 21.81 


6 D 


c 


ATOM 


9635 


OGl 


THR D 


68 


18.317 


3.629 - 


14 . 505 


1.00 21.21 


8 D 


0 


ATOM 


9636 


CG2 


THR D 


68 


20.280 


2.468 - 


15.367 


1.00 18.14 


6 D 


C 


ATOM 


9637 


N 


GLY 0 


69 


15.550 


1.863 - 


14.947 


1.00 18.01 


7 D 


N 


ATOM 


9638 


CA 


GLY D 


69 


14.322 


1.951 - 


14.179 


1.00 17.68 


6 D 


C 


ATOM 


9639 


C 


GLY D 


69 


14.201 


3.365 - 


13.548 


1.00 18.61 


6 D 


c 


ATOM- 


9640 


0 


GLY D 


69 


13.123 


3.728 - 


13.099 


1 . 00 17 . 62 


8 D 


0 


ATOM 


9641 


N 


ALA D 


70 


15.234 


4.172 - 


13.580 


1.00 16.54 


7 D 


N 


ATOM 


9642 


CA 


ALA D 


70 


15.154 


5.559 - 


13.043 


1.00 17.16 


6 D 


c 


ATOM 


9643 


C 


ALA D 


70 


14.498 


6.482 - 


14.069 


1.00 17.97 


6 D 


C 


ATOM 


9644 


0 


ALA D 


70 


14.282 


6.061 - 


•15.208 


1.00 16.13 


8 D 


0 


ATOM 


9645 


CB 


ALA D 


70 


. 16.622 


5.945 - 


■12.803 


1.00 15.80 


6 D 


c 


ATOM 


9646 


N 


PRO D 


71 


14.038 


7.678 - 


■13.721 


1.00 16.04 


7 D 


M 


ATOM 


9647 


CA 


PRO D 


71 


13.49^ 


8.593 - 


■14.674 


1.00 18.20 


6 D 


c 


ATOM 


9648 


C 


PRO D 


^1 


14.493 


8.850 -15.817 


1.00 18.54 


6 D 


c 


ATOM 


9649 


0 


PRO D 


71 


15.677 


9.045 




1.00 18.52 


8 D 


0 


ATOM 


9650 


CB 


PRO D 


•71 


13.il9 


a QT3 

9. o 


.1 son 


1.00 16.42 


6 D 


c 


ATOM 


9651 


CG 


PRO D 


71 


13.011 




"X* - *o«i 


1.00 16.95 


6 D . 


c 


ATOM 


9652 


CD 


PRO D 


71 


14.087 


O OT A m 

O . ^ / 4 * 




1.00 16.65 


6 D 


c 


ATOM 


9653 


N 


ILE D 


72 


13.920 


8.918 • 


-1 / . uxx 


1,00 18.99 


7 D 


M 


ATOM 


9654 


CA 


ILE D 


72 


14.733 


9 . 132 ' 


>Xo . Z^X 


1.00 17.56 


6 D 


C 


ATOM 


9655 


C 


.ILE D 


72 . 


14.501 


1/1 c c c 


"Xo . box 


1.00 18.09 


6 D 


C 


ATOM 


9656 


0 


ILE D 


72 


1^.338 


lu . y ^ 3 


~ X O . OH\f 


1.00 16.17 


8 D 


0 


ATOM 


9657 


CB 


ILE D 


72 


14.^42 


o . loi. ' 


xy . / 


1.00 17.90 


6 D 


c 


ATOM 


965^ 


CGI 


ILE D 


72 


14.571 


6.704 


" Xo . y X X 


1.00 17.49 


6 D 


c 


ATOM 


9659 


CG2 


ILE 0 


72 


15.045 


8 . 476 ' 


-ZU . OD / 


1.00 19.22 


6 D 


c 


ATOM 


9660 


CDl 


ILE D 


72 


13.815 


o . /ho 


"*X3 . OZ / 


1.00 21.23 


6 D 


c 


ATOM 


9661 


N 


THR D 


73 


15.^86 


1 1 0 0*7 


^XO . 7<J^ 


1.00 15.35 


7 D 


M 


ATOM 


9662 


CA 


THR D 


73 


15.398 


1 ^ HQ'i 


— 1 Q "xna 

"Xjy • J # D 


1.00 14.62 


6 D 


c 


ATOM 


9663 


C 


THR D 


73 


16.029 


1 O T7A 
» 1 1 H 


-20*781 


1.00 18.64 


6 D 


C 


ATOM 


9664 


0 


THR D 


73 


17.118 


J.Z • ^ 1 ^ 


— 90 Qfl9 


1.00 15.71 


% 0, .. 


0 


ATOM 


9665 


CB 


THR D 


^3 


16.118 


1 "5 t^O"^ 
i J . J 


XO . HZ.\J 


1.00 15.54 


6 D 


c 


ATOM 


9666 


OGl 


THR D 


73 


15.716 




■"17 . 055 


1.00 15.15 


8 D 


0 


ATOM 


9667 


CG2 


THR D 


73 


15.884 




-18 . 745 


1.00 16.88 


6 D 


C 


ATOM 


9668 


N 


MET D 


74 


15.339 




-21 . 724 


1.00 19.60 


7 D 


N 


ATOM 


" 9669 ■ 


CA 


MET D 


74 


15.740 


13 . 566 


-23. 101 


1.00 18.66 


6 D 


C 


ATOM 


9670 


c 


MET D 


74 


15.591 


15 , 057 


-23. 426 


1.00 19.23 


6 D 


C 


ATOM 


9671 


O 


MET D 


74 


14.621 


15. 701 


-23.003 


1.00 20.76 


8 D 


0 


ATOM 


9672 


CB 


MET D 


74 


14.835 




-23.999 


1.00 16.09 


6 D 


C 


ATOM 


9673 


CG 


MET D 


74 


15.101 


11.235 


-23.534 


1.00 15.89 


6 D 


c 


ATOM 


9674 


SE 


MET D 


74 


13.875 


10. 419 


-24. 987 


1.00 38.31 


34 D 


SE 


ATOM 


9675 


CE2 


MET D 


74 


12.059 


10. 831 


-24,278 


1.00 15.81 


6 D 


c 


ATOM 


■ 9676 


N 


ASP D 


75 


16.614 


15 . 600 


-24 .063 


1.00 17.68 


7 D 


H 


ATOM 


9677 


CA 


ASP D 


75 


16.605 


16.995 


-24.482 


1.00 20.23 


6 D 


C 


ATOM 


9678 


C 


ASP D 


75 


16.632 


17.034 


-26.019 


1.00 19.94 


6 D 


C 


ATOM 


9679 


O 


ASP D 


75 


17.329 


16.208 


-26.609 


1.00 20.43 


8 D 


0 


ATOM 


9680 


CB 


ASP D 


75 


17.869 


17.744 


-24.056 


1.00 22.95 


. 6 D 


C 


ATOM 


9681 


CG 


ASP D 


75 


18.153 


17.941 


-22.599 


1.00 24.46 


6 0 


C 


ATOM 


9682 


ODl 


. ASP D 


75 




17.672 


-21.738 


1.00 24.26 


8 D 


0 


ATOM 


9683 


0D2 


: ASP D 


75 


19.264 


18.425 


-22.272 


1.00 24.22 


8 D 


0 


ATOM 


9^84 


H 


VAL D 


76 


16.137 


18.104 


-26.603 


1.00 21.20 


7 D 


N 


ATOM 


9685 


CA 


VAL D 


76^ 


16.305 


18.408 


-28.014 


1.00 20.12 


6 D 


C 


ATOM 


9686 


C 


VAL D 


76 


16.502 


19.934 


-28.066 


1.00 20.81 


6 D 


C 


ATOM 


9687 


0 


VAL D 


76 


15.609 


20.711 


-27,714 


1,00 18.31 


8 D 


0 


ATOM 


9688 


CB 


VAL D 


76 


15.146 


18.062 


-28.965 


1.00 19.99 


6 D 


c 


ATOM 


9689 
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76 


15.470 


18.574 


-30.406 


1.00 19.68 


6 D 


c 


ATOM 


9690 
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76 


14.^51" 


16.575 


-28.952 


1.00 19.77 


6 D 
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77 
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20.327 


-28.533 


1.00 21.46 


7 D 
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ATOM 
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CA 


ILE D 


77 


17.960 


21.751 


-28.644 


1.00 22.59 
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ATOM 


9693 


C 


ILE D 


77 


17.142 


22.453 


-29.703 


1.00 21,53 


6 D 


C 


ATOM 


9694 


0 


ILE D 


77 


16.884 


21.913 


-30.780 


1.00 19,95 


8 D 


0 


ATOM 


9695 


CB 


ILE D 


77 


19.473 


21.933 


-28.896 


1.00 25.52 


' 6 ■ D 


C • 


ATOM 


' 9696 


CGI ILE D 


77 


20.260 


21.223 


-27.796 


1.00 28.52 


0 U 


C 


ATOM 


9697 
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77 


19.893 


23.386 


-28.939 


1.00 26.93 


D D 


c 


ATOM 
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CDl ILE D 


77 


19.911 


21.740 


-26.398 


1.00 33. ,01 


0 D 


c 


ATOM 


9699 


N 


ASN D 


f D 


16 850 


i3.739 


-29.504 


1.00 22.24 


7 D 


H 


ATOM 


9700 


CA 


ASN D 


78 


1^.2^4 


24.568 


-30.578 


1.00 24.64 


6 D 


c 


ATOM 


9701 


C 


ASN D 


78 


17.397 


25.460 


-31.154 


1.00 26.74 


6 D 


C 


ATOM 


970i 


0 


ASN D 


"^8 


17.840 


26.474 


-30.575 


1.00 25.30 


8 D 


0 


ATOM 


9703 


CB 


ASN D 


78 


15.161 


25.454 


-30.059 


1.00 23.94 


6 D 


C 


ATOM 


9704 


CG 


ASN D 


78 


13.858 


24.778 


-29.690 


1.00 22.45 


6 D 


c 


ATOM 


9705 


ODl ASM 0 


78 


13.466 


23.789 


-30.313 


I. 00 22.34 


8 D 


0 


ATOM 


9706 


KD2 ASN D 


78 


13.168 


25.301 


-28.675 


1.00 20.56 


7 D 


N 


ATOM 


9707 


N 


LYS D 


79 


17.924 


25.047 


-32.302 


1.00 29.38 


7 D 


N 


ATOM 


9708 


CA 


LYS D 


79 


18.948 


25.846 


-32.958 


1.00 32.55 


6 D 


c 


ATOM 


9709 


C 


LYS D 


79 


18.410 


27.252 


-33,262 


1.00 33.44 


i D 


c 


ATOM 


97 16 


0 


LYS D 


79 


19.115 


28.237 


-32.983 


1.00 36.34 


8 D 


0 
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ATOM 


9711 


CB 


XiYS 0 


79 


19.309 


25.235 - 


-34.308 


1.00 36.57 


6 


D 


C 


ATOM 


9712 


CG 


LYS D 


79 


19.717 


23.767 ■ 


•34.170 


1.00 38.39 


6 


D 


C 


ATOM 


9713 


CD 


htS 0 


79 


20.407 


23.311 - 


-35.455 


1.00 42.07 


6 


0 


C 


ATOM 


9714 


CB 


LYS D 


79 


21.361 


22.164 • 


-35.126 


1.00 42.63 


^ 


D 


c 


ATOM 


9715 


NZ 


LYS D 


79 


22.651 


22,352 -35.843 


1.00 46.58 


7 


D 


N 


ATOM 


9716 


N 


ASP D 


80 


17.160 


27.412 -33.575 


1.00 33.42 


7 


D 


N 


ATOM 


9717 


OA 


ASP D 


80 


16.644 


26.748 • 


-33. 866 


1.00 35.33 


6 


D 


C 


ATOM 


9718 


c 


ASP D 


80 


16.731 


29.727 • 


-32 . 704 


1.00 :i4.72 




D 


c 


ATOM 


9719 


0 


ASP D 


80 


16.564 


•aft 0*^4 


-32 . 904 


1.00 33.46 


8 


D 


0 


ATOM 


9720 


CB 


ASP D 


86 


15.218 


£,0 • 3 7 O 


-34 . 421 


1.00 36.24 




D 


c 


ATOM 


9721 


CG 


ASP D 


80 


14.734 


^7 • O J.O 


" j9 . X ' 7 


1.00 37.96 




D 


c . 


ATOM 


9722 


GDI 


ASP D 


80 


13.554 


JU • « J V 


-35 . 014 


1.00 36.04 


8 


D 


0 


ATOM 


'"^72^ 


OD2 


ASP D 


80 


15,585 


OA i*a<i 
«>U . .307 


"^O J . 730 


1.00 36.89 




D 


0 


ATOM 


9724 


N 


HIS D 


81 


16.^76 


^7.Zo3 


~OX . v90 


1.00 34.19 


"i 


D 


N 




9725 


CA 


HIS D 


81 


16.846 


"an 111 




1.00 31.90 


6 


D 


c 




9726 




HIS D 


81 


17.854 






1.00 32.56 


6 


D 


c 


Ai wn 




Q 


HIS D 


81 


17,645 




— Z7 > DvO 


1.00 29.70 


8 


D 


0 


ATOM 


9728 


CB 


HIS D 


81 


17.092 


29 .218 


— Z 7 . U 1 J 


1.00 29.81 


6 


D 


c 




9729 


CG 


HIS D 


81 


1^.487 


. 040 


— Z /./Or 


1.00 29.70 


6 


0 


c 


ATOn 


QTin 


NDl 


HIS D 


81 


15.818 


30 .716 


—4 1 •H l£, 


1.00 29.65 


7 


D 


N 


Alun 


QTll 
V t 


CD2 


HIS D 


81 


17.652 


30 . 313 


— ^O. /d.J 


1.00 28.23 


6 


D 


c 




7 / J£ 


CEl 


HIS D 


81 


15.969 


31 . 412 


— ZD • Jox 


1.00 27.48 


^ 


D 


c 


ATUn 




NE2 


HIS D 


81 


17.171 


31 • 155 


—ZD . 7U0 


1.00 28.41 


7 


D 


N 


ATOM 


y / J* 


M 

a 


GIiN D 


82 


18. 985 


31 . 087 


OA Q£C 

—30. 9bo 


1.00 33.72 


7 


D 


N 


ATun 




CA 


GLN D 


82 


19.979 


32. 153 


— jX • Qlx 


1.00 37.00 




D 


C 


ATOM 


7 / JO 


v« 


GLN *D 


82 


19.412 


33 .413 


—31 . 007 


1.00 38.62 


6 


D 


c 


ATOM 




rs 
\J 


Gt'H D 




20.044 


34 . 4 64 


-31 , 576 


1.00 38.27 


8 


D 


0 


ATOM 




CB 


GLN D 




21.273 


31 .722 


-31 . 700 


1.00 39.49 


6 


D 


c 


Alun 




CG 


GLN D 


82 


22.023 


30. 564 


—31 . 064 


1.00 42.81 




D 


c 


ATOM 


J / ^ u 




GLN D 


"11" 


22.261 


30 . 682 


— , 0 IH 


1.00 44.58 


'€ 


D 


c 


ATOM 


a*7il 1 


OEl 


GLN D 


82 


21.884 


29 . 784 


-28 . 813 


1.00 44.25 


8 


D 


0 


ATOM. 


Q*7il9 


NE2 


GLN D 


62 


22^854 


31 . 785 


-29 . 131 


1.00 45.15 


7 


D 


N. 


ATOM 


OTZ ^ 
7 / 4 J 


n 


LYS D 


83" 


18.250 


33. 305 


-32 . 341 


1.00 37.97 


7 


D 


M 


ATOM 


QUA 


PA 

U>A 


LYS D 


83 


17. 675 


34 • 536 


—32 . 924 


1.00 39.43 


6 


D 


C 


ATOM 


7 


f» 

w 


LYS D 


83 


16. 664 


35 . 159 


— 3 X . 9 rU 


1.00 38.10 


"T" 


D 


C 


Alura 


7 /*P 




LYS D 


83 


16. 3b6 


36. 338. 


00 AC^ 

— 3Z . 037 


1.00 37.35 


8 


D 


0 


ATOM 


OTA"? 
7 #4 / 


OB 


T v<5 
IjZ 9 tJ 


83 


17 .218 




—34 ■ 347 


1.00 42.02 




D 


c 


ATOM 


7 /4D 




LYS D 




15. 914 


33. 693 


Oil T>0 

—34 - 7ZZ 


1.00 47.01 


6 


D 


c 


ATOM 


7 /*7 


fT\ 
\tf U 


LYS D 


83 


15.703 


33 .5^7 


— O c oon 
-3d ♦ Z3U 


1.00 49.30 


r 


D 


c 


AlvJn 


7 /9V 


CE 


LYS D 


83 


14.2^6 


33 . 105 


— 3o . 595 


1.00 51.09 


6 


D 


c 


ATOM 


7 / V X 




LYS D 


83 


14.317 




-3 / . OXX 


1.00 49.76 


7 


D 


N 


ATOM 


7 




TRP D 


84 


16.277 


34 • 44Z 


—OA QOO 

— 3U • 7Z J 


1.00 33.5^ 


7 


D 


N 


& Trawl 
Ai 


7 ' 9 J 


CA 


TRP D 


84 ' 


15.320 


• TfA L 


— • 7a Q 


1.00 31.63 


6 


D 


c 


ATon 


Q"? 


Q 


TRP D 


84 


15.897 


J3 ■ 


— ^0 a 


1.00 31.92 


6 


D 


C 


ATOM 


7 / ^ 


Q 


TRP D 


84 


15.127" 


«94 • 790 


— 97 5*^1 

—4 / . 99X 


1.00 30.63 


8 


D 


0 




7 / 3 Q 


CB 


TRP D 


84 


14 .232 




—29 . 881 


1.00 30.09 




D 


C 


ATOM 


9757 


CG 


TRP D 


84 


13.561 


J J . 9w7 


—31 . 178 


1.00 27.78 


6 


D 


C 




9758 


CDl 


TRP D 


84 


14.029 


♦ 1 W J 


-32 .175 


1.00 25.51 


6 


D 


c 


ATOM 


9759 


GD2 


TRP D 


84 


12.277 


. 7 r J 


-■^1 607 

— JX . OW t 


1.00 27.98 


6 


D 


C 


ftTOM 


9760 


•NEl 


TRP D 


84 


13.099 


. 9 79 


'^3"3.175' 


1.00 26.54 


7 


D 


N 


f\ 1, \JCl 


9761 


CE2 


TRP D 


84 


12.015 


33 . 393 


-32 . 869 


1.00 27.11 


^ 


D 


C 


ATOM 


9762 


CE3 


TRP D 


84 


11.310 


34.813 


-31 , 047 


1.00 28.89 


6 


D 


C 


ATOM 


9763 


CZ2 


TRP D 


84 


10.852 


33 , 658 


-33 . 583 


1.00 27.91 


^ 


D 


C 


ATOM 


9764 


CZ3 


TRP D 


84 


10.143 


35 . 067 


-31 - 742 


1.00 28,08 


6 


D 


C 


ATOM 


9765 


CH2 


TRP D 


84 


9.927 


34 • 479 


-32. 999 


1.00 27.43 


6 


D 


G 


ATOM 


9766 




LEU D 


85 


17.186 


35. 325 


-28. 368 


1.00 30.18 


7 


D 


N 


ATOM 


9767 


CA 


LEU D 


85 


17.776 


35. 400 


-27. 031 


1.00 30.32 


6 


D 


c 


ATOM 


9768 


c 


LEU D 


85 


17.188 


36. 394 


-26.040 


1.00 29.48 


6 


D 


c 


ATOM 


9769 


o 


LEU D 


85 


17.054 


36. 116 


-24.841 


1.00 28.95 


8 


D 


0 


ATOM 


9770 


CB 


LEU D 


85 


19.277 


35. 636 


-27 . 159 


1.00 31.79 


6 


D 


c 


ATOM 


9771 


CG 


LEU D 


85 


^6.022 


34.515 


-27.901 


1.00 32.03 


6 


D 


C 


ATOM 


9772 


• CDl 


LEU D 


85 


21.597 


35.062 


-28.284 


1.00 31,98 


6 


D 


C 


ATOM 


9773 


CD2 


LEU D 


85 


20.168 


33.270 


-27.029 


1.00 31.67 


6 


D 


c 


ATOM 


9774 


N 


ASP D 


86 


16.888 


37 . 605 


-26.479 


1.00 28.39 


7 


D 


N 


ATOM 


9775 


CA 


ASP D 


86 


16.240 


38.622 


-25.678 


1.00 30.64 


6 


D 


c 


ATOM 


9776 


C 


ASP 0 


86 


14.734 


38.340 


-25.549 


1.00 27.34 


6 


D 


c 


ATOM 


9777 


0 


ASP D 


86 


14.244 


38.168 


-24.442 


1.00 26.25 


8 


D 


0 


ATOM 


9778 


CB 


ASP D 


86 


16.455 


40.021 


-26.302 


1.00 35.17 


6 


0 


c 


ATOM 


9779 


CG 


ASP D 


86 


1^.126 


40.109 


-27.780 


1.00 38.54 


^ 


D 


c 


ATOM 


9780 


ODl 


ASP D 


86 


16.120 


39.103 


-28.534 


1.00 39.10 


8 


D 


0 


ATOM 


9781 


0D2 


ASP D 


86 


15.954 


41.248 


-28.308 


1.00 42.13 


8 


D 


0 


ATOM 


9782 


N 


ILE D 


87 


14.044 


38.162 


-26.674 


1.00 25.50 


7 


D 


N 


ATC»I 


9783 


CA 


ILE D 


87 


12.^16 


37.931 


-26.720 


1.00 25.97 


6 


D 


c 


ATOM 


9784 


c . 


ILE 0 


87 


12.202 


36.772 


-25.801 


1.00 24.99 


6 


D 


c 


ATOM 


9785 


0 


ILE D 


87 


11.169 


36.881 


-25.177 


1.00 24.64 


8 


D 


0 


ATOM 


9786 


CB 


ILE D 


87 


12.095 


37.606 


-28.134 


1.00 26.69 


6 


D 


c 


ATOM 


9787 


CGI 


ILE D 


87 


12.318 


38.795 


-29.104 


1.00 29.05 


6 


D 


c 


ATOM 


9788 


CG2 


I ILE D 


87 


10.609 


37.262 


-28.182 


1.00 24.52 




D 


c 


ATOM 


' 9'>89 


CDl 


. ILE D 


87 


X2.366 


38.337 


-30.574 


1.00 29.60 


6 


D 


c 
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ATOM 



9790 N MET D 88 

9791 CA M ET D 88 



12>994 35.705 -25.777 1»00 24,72 7 D 
12.631 34.506 -25.004 1.00 25.50 6 D 



W 
C 
C 

o 
c 
c 

SE 
C 

N 

C 

c 

o 

c 

o 

N 

c 

c 

o 

c 

N 

C 

C 

O 

c 

c 

c 

o 

o . 

N 

c 

c 

o 



ATOM 



ATOM 



97^2" 



MET P 88 



13.534 34>254 -23.814 1.00 25.45 "HT 



13.322 33.232 -23.149 1.00 26.82 8 



ATOM 



9793 O 



ATOM 



9794 CB 



MET P 88 
MET P 88" 



12.681 33.297 -25.958 1.00 23.10 6 P 



ATOM 



9795 CG MET P 88 



11.623 
9.800 



33.307 -27.043 1.00 22.59 6 P 



ATOM 



9796 SE MET P 88 



ATOM 



9797 CE2 MET 0_ 



ATOM 9798 N SER P 



88 
"89" 



9.716 
14.227 



33.358 -26.239 1.00 41.53 34 
31.435 



35.297 - 



25.721 
23.364 



ATOM 



9799 



ATOM 9800 



CA 
C 



SER P 89 



15.025 35.192 -22.152 



1.00 25.11 
1.00 25.90 



SER P 89 



14.186 



ATOM 



9801 
9802 



O 
CB 



SER P 



89 
"89" 



13.158 



34.825 - 
35.482- 



20.935 



1.00 26.60 



1—D 



1g— p" 



20.725 
21.816 



1.00 23.60 
•1.00 26.35 



8 



ATOM 



ATOM 



ATOM 



^803 
9804 



SER P 



OG SER P 89 



15.629 36.570 - 



16.342 36.543 



ALA 090 



14.707 33.922 



'20.591 
-20.092 



1.00 27.46 8 



^ P 



1.00 25.83 



ATOM 



ATOM 



9805 
9806 



CA AIAP90 



14.020 33.654 -18.836 



C 
O 



ALA P 
ALA P 



90 



14.136 34.873 - 



17.926 
17.127 



1.00 27.44 
1.00 29.06 



7 0 

6 P 



1.00 ^5.17 
1.00 24. 4"^ 



-r"p" 

"8— 5" 



ATOM 



9807 
9808 



90 



13.258 
14.718 



35.154 - 



ATOM 
ATOM 



CB ALA P 



9809 
9810 



CA 



GLO P 
GLO P 



90 



15.272 



32.488 

35.595 



-18.097 



-17.978 



1.00 32.06 
1.00 35.23 



7 P 



ATOM 



91 



15.442 36.742 -17.074 



1.00 34.66 



6 P 



ATOM 9811 C GLU P 91 



ATOM 



9812 



GLU D 91 



14.760 38.004 -17.611 
14.586 38.106 -18.818 



1.00 33.42 



ATOM 



9813 
9814 



CB 



GLO P 
•GLO P 



91 



16.891 



37.083 
36.568 



-16.780 
-17.730 



1.00 38.67 



6 O 

O" 



ATOM 



ATOM 



ATOM 



9815 
9816 



ATOM 



ATOM 



ATOM 



ATOM 



CG 



CP GLO P 



91 
91 



17.929 



1.00 45.47 



18.242 35.089 - 



OE1GLUP91 



9817 
9818 



0E2 GLO P 91 _ 



17.582 
19.190 



34.261 



17.570 
18.2^7 



34.690 - 



N 



ASP P 92 



9819 CA ASP P 92 



14.447 38.965 



16.8^9 

-16.765' 



1.00 48.79 
1.00 48.79 



■g~p" 



1.00 51.85 
1.00 33.97 



7 O 



9820 
9821 



ASP P 92 



• 13.859 
14.832 



40.220 -17.240 1-00 35.86 6 P 



40.982 
40.743 



-18.140 



1.00 37.02 
1.00 34.82" 



6 P 



ATOM 



ATOM 



RSP O 92 



9822 
9823 



CB 
CG 



ASP P 92 



16.025 
13.456 



-18.014 



41.053 
41.934 



'16.023 
-16.353 



1.00 35.37 
l.Ob 36.34 



6 P 



_C 

c 



ATOM 



ASP P 
ASP P 



92 



12.264 



ll!952 42.075 -17.551 1;00 32.68 8 



ATOM 



ATOM 



9824 
9825 



OPl 



92 



0P2 
N 



ASP P 
ILE P 



92 



11.650 
14.376 



42.479 
41.777 



15-413 
-19.077 



1.00 37.32 
1.00 39.01 



_0 
O 



ATOM 



"9826" 
9827 



93 



7 P 



c 



ATOM 



CA 

C 



ILE P 
ILE O 



93 



15.120 



42.621 
44.020 



-20.000 
-19.951 



1.00 43.48 
1.00 49.17 



ATOM 9828 



ATOM 



ATOM 



93 



14.510 



9829 



ILE O 93 



"13.393 44.103 -19.412 1.00 47.74 



9830 
9831 



CB 
CGI 



ILE P 93 



15.140 
13.746 



42.077 
42.032 



-21.430 1.00 41.58 



8 0 

1— P" 



_0 

c 



ATOM 



ILE P 
ILE P 



93 



-22.068 1.00 40.07 6 P 



C 



ATOM 9832 CGZ 



ATOM 



93 



15.745 40.667 -21.485 1.00 41.74 6 P 



9833 
9834 



CPl 



ILE P 93 



13.753 
15.080 



41.704 
45.135 



-23.544 



1.00 37.91 
1.00 57,55 



7 O 



_C 



ATOM 



GLO P 94 



-20.430 
-20.255 



1.00 65.14" 
1.00 67.18 



■S~o" 



ATOM 



9835 
9836 



CA 
C 



GLU O 
GLU D 



94 



14.334 
13.029 



46.397 
46.563 



_C 
C 



ATOM 



94 



-21.027 
-22.200 



ATOM 9137 



ATOM 



ATOM 



ATOM 



GLU D 94 



13.006 46.226 



9838 
9839 



CB GLO P 94 



CG GLO P 94 



15.156 
16.312 



47.638 -20.523 



1.00 67.07 

1.00 68. rr 



9840 
9841 



CP 
OEl 



GLU P 
GLO P 



94 



17.521 
17.596. 



47.505 
48.225 



21.483 1.00 70. 4g" 



6 P 



-20.890 



1.00 73.14 
1.00 73.69 



"6— P" 



1~P" 

-5— 5" 



_C 
O 



ATOM 



94 



48.393 
48.599 



-19.649 



1.06 74.04 
"1.00 70.84" 



ATOM 



ATOM 



ATOM 



9842 
9843 



OE2 GLO P 94 



18.387 



N 



ASP O 



9844 
9845 



CA 

C 



ASP P_ 
ASP P 



95 



12.013 
10.703 



47.104 
47.366 



-21.714 

-20.365 



-20.920 



1.00 73.72 
1,00 74.23" 



"7~p" 
T""p" 



:c 

c 



ATOM 



95 



10.740 



47.450 
46.830 



-22.449 



1,00 72.37" 
1.06 75.74" 



ATOM 



ATOM 



ATOM 



ATOM 



9846 O ASP P 95 



9847 
9848 



CB ASP P 95 



10.055 
10.198 



-23.243 



48.727 -20.412 



6 P 



CG ASP P 95 



9.213 48!725 -19.265 1.00 77.88 6 P 



9849 
9850 



OPl 
0P2 



ASP P 95 



9.517 47.936 -18.334 



1.00 77.91 
1.00 77.^^ 



8 P 

P" 
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ATOM 
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97 
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45.792 • 
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D 


C 


ATOM 


9870 


M 


LYS D 


98 


10.903 
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-24.719 
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98 
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43.442 
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10.114 
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43.363 
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43.335 


-19.556 
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1.00 61.40 
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42.862 
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43.110 


-30.717 


1,00 63.53 


6 


D 


c 


ATOM 


9891 


CD 


LYS D 


100 


13.419 
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9.229 
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41.308 
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4.710 
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3.464 


40.811 
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3.327 


41.492 
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-27.564 


1.00 43.45 
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1.953 


43.967 


-26.123 


1.00 44.34 


6 


D 


c 


ATOM 


9913 
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45,271 


-25.396 
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7 
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39.837 
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40.018 


-29.887 
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7 


D 


N 


ATOM 


9923 


CA 


THR D 


104 


-1.878 


41.336 
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-1.006 
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1.00 30.10 
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40.199 
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1,00 29.74 
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-6.053 
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ATOM 
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C ARC D 107 

0 ARC D 107 
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7 D 


H 
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C PRO D 108 


-7.813 


30.692 -36.004 


1.00 23.51 


6 D 


c 


ATOM 
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O PRO D 108 


-6.778 


30.461 -36.639 


1.00 22.88 


8 D 


0 


ATOM 


9961 


CB PRO D 108 


-9. 161 


32.614 -37,uoj 


1 nrt "yA oi 


6 D 




ATOM 




CG PRO D 108 


-8.767 


34.106 -37.041 


1.00 23.49 


6 D 


c 
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CD PRO D 108 


-7.264 


33.965 -36.998 


1;00 21.36 


6 D 


c 


ATOM 




N GltY D 109 


-8.472 


29.773 -35.276 


1.00 21.66 


7 D 


M 


ATOM 


9965 


CA GLY D 109 


-8.104 


28.466 -35.238 


1.00 22.44 


6 D 


c 


ATOM 




P G1,Y D 109 


-6.939 


28.0'^0 -34.309 


1.00 21.84 


6 0 


c 


ATOM 


9967 


O GLY D 109 


-6.795 


26.882 -34.005 


1.00 22.56 


8 D 


0 


ATOM 




N HIS D 110 


-6,267 


29.057 -33.732 


1.00 20.02 


7 D 


M 


ATOM 




pjv HT^ D 110 


-5.151 
-5.485 


28.684 -32.832 
28.938 -31.374 


1.00 21.37 
1.00 22.91 


6 D 
6 D 


c 
c 


ATOM 
ATOM 




f* HTS D 110 
n HTS D 110 


-6.579 


29.452 -31.080 


1.00 19.52 


8 D 


0 


ATOM 


00*79 


CTK HTS D 110 


-3.948 
-2.661 


29.418 -33.375 
28.666 -33.285 


1.00 23.73 
1.00 25.99 


6 D 
6 D 


c 
c 


ATOM 
ATOM 


9973 
9974 


CG HIS D 110 
NDl HIS D 110 


-2.119 


28.337 -32.046 


1.00 30.30 


7 D 


n 


ATOM 


9975 


CD2 HIS D 110 


-1.857 


28.165 -34,228 


1.00 26.64 


6 D 


c 


ATOM 


00*7£ 


nRl HT^ D 110 


-0.98^ 


27.685 -32.242 


1.00 30,19 


6 D 


c 


ATOM 
ATOM 


§^77 

77 /O 


NE2 HIS D 110 
M aiJi D 111 


-0.809 
-4.570 


"^7.595 -33.5^1 
28.698 -30.435 


1.00 31,06 
1.00 21.60 


7 D 
7 0 


N 
N 


ATOM 


77 / 7 


r'a AT.A r> 111 
r* zvT.Zk n 111 


-4.858 
-4 .639 


28.932 -29.033 
30.376 -28.576 


1,00 21.94 
1.00 22.97 


6 D 

6. D 


C 
C 


ATOM 


00£11 
770 i. 


r\ Jk.T.A. D 111 


-4.901 


30.705 -27.407 


1.00 23.11 


6' D 


0 


ATOM 


770* 


CTK ZVT^A D 111 


-3.928 


27.997 -28.224 


1.00 21.70 


6 D 


C 


ATOM 


9983 


N ASP 0 112 


-4.174 


31.267 -29.432 


1.00 22-65 


7 D 


N 


ATOM 


9984 


CA ASP D 112 


-3.798 


32.61S -29.015 


1.00 22.31 


6 D 


C 


ATOM 


7700 


c a^P D 112 


-4.793 
-4.399 


33.324 -28.115 
33.732 -27.015 


1.00 21.56 
1.00 21.13 


i D 
8 D 


C 
0 


ATOM 
ATOM 


770 O 

770 ' 

OOflfl 
770 V 


&^P D 112 

PR ASP D 112 

pf; ASP D 112 


-3.552 
-2.650 


33.543 -30.229 
32.871 -31.266 


1.00 23.89 
1.00 27.42 


6 D 
6 D 


C 
C 


ATOM 
ATOM 


OOflQ 

ooon 

77yU 


nm ASP D 112 
on9 A^P D 112 


-2.070 
-2.531 


31.794 -31.025 
33.420 -32.376 


1.00 22.68 
1,00 26.51 


8 D 

8 D 


0 
0 


ATOM 


QQQ1 
777X 


N LEU D 113 


-6.008 


33.624 -28.607 


i.OO 20.37 


7 D 


H 


ATOM 


9992 


CA LEO D 113 


-6.925 


34. 45^ -27.859 


1.00 20.28 


6 D 


C 


ATOM 


9993 


C LEU D 113 


-7.418 


33.807 -26.560 


1.00 19.72 


A ti 

D U 




ATOM 






-7.463 


34.474 -25.534 


1.00 18.50 


8 D 


0 


ATOM 


777J 


CB LEO D 113 


-8.172 
-9.260 


34.868 -28.656 
35.685 -27.960 


1.00 18.35 
1.00 18.97 


6 D 
6 D 


C 
C 


ATOM 
ATOM 


9996 
9997 


CG LEO D 113 
CDl LEO D 113 


-8.766 


36.979 -27.331 




D 


c 
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CD2 LEU D 113 
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35.995 -29.019 


1.00 19.51 


i 0 


C 


t\ i. \jn 


7 777 


N VAL D 114 


-7.864 


32.567 -26.697 


1.00 17.86 


7 D 


N 


ATOM 
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CA VAL D 114 


-8.398 


31.887 -25.488 


1.00 19.65 


6 D 


C 


IV TOM 


loodi 


C VAL D 114 


-7.345 


31.664 -24.422 


1.00 18.68 


6 D 


C 


ATOM 


lOOOi 


O VAL D 114 


-7 .603 


31.877 -23.230 


1.00 18.01 


8 D 


0 




10003 


CB VAL D 114 


-9.117 


30.610 -25-926 


1.00 18.45 


6 D 


C 


ATOM 


10004 


CGI VAL D 114 


-9.655 
-10.305 


29.838 -24.713 
31.013 -26.8i3 


1.00 20.14 
1.00 17.05 


6 D 
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C 

c 


ATOM' 
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N GLY D 115 


-6.104 


31.436 -24.850 


1.00 18.84 


7 D 
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10007 


CA GLY D 115 


-4.960 


31.265 -23.959 


1.00 17,17 


6 D 


c 




10008 


C GLY D 115 


-4.703 
-4.406 


32.625 -23.292 
iS.672 -2i.l01 


1.00 18.50 
1.00 15.82 


6 D 
8 D 


c 

0 


ATOM 


10009 
10010 


0 GLY D 115 
N GLY D 116 


-4.905 


33.711 -24.046 


1.00 18.92 


7 D 


N 




10011 


CA GLY D 116 


-4.733 


35.050 -23.419 


1.00 17.68 


6 D 


c 


ATOM 
ATOM 


10012 
10013 


C GLY D 116 
Q GLY D 116 


-5.814 
-5.511 


35.309 -22.376 
35.909 -21.364 


1.00 18.64 
1.00 18.94 


6 D 
8 D 


c 
o 


ATOM 
ATOM 


10014 
10015 


N ILE D 117 
CA ILE D 117 


-7.080 
-8.152 


34.972 -22.612 
35.177 -21.615 


1.00 17. 

X . UU ID . 33 


7 D 

O 


M 

Q 


ATOM 


1001^ 


C ILE D 117 


-7.950 


34.333 -20.363 


1.00 18.44 


6 D 


c 


ATOM 


10017 


0 ILE D 117 


-7.937 


34.752 -19.191 


1.00 19-11 


8 D 


0 


ATOM 


10018 


CB ILE D 117 


-9.509 


34.883 -22.280 


1.00 17.1b 


6 D 


c 


ATOM 


10019 


CGI ILE D 117 


-9.808 


36.008 -23.312 


1.00 19. 


6 D 


c 


ATCHi 


10020 


CG2 ILE D 117 


-10.692 


34.889 -21.293 


1.00 18.01 


6 D 


c 


ATOM 


10021 


CDl ILE D 117 


-10.883 


35.566 -24.305 


1.00 16. 4«? 


6 D 


c 


ATOM 


10022 


N LYS D 118 


-7.669 


33.044 -20.520 


1.00 IS.bii 


7 D 


N 


ATOM 


10023 


CA LYS D 118 


-7.435 


32.070 -19.487 


1.00 18.lt) 


6 D 


c 


ATOM 


10024 


C LYS D 118 


-6.265 


32.391 -18.544 


1.00 19.90 


6 D 


c 


ATOM 


' 10025 


0 LYS D 118 


-6.450 


32.381 -17.339 


1.00 18.31 


8 D 


o 


ATOM 


10026 


CB LYS D 118 


■ -7.177 


30.678 -20.095 


1.60 16.58 


6 D 


c 
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ATOM 


10027 


CG 


LYS D 118 


-7.062 


29.569 - 


19.040 


1.00 16.59 


6 


D 


C 


ATOM 


10028 


CD 


LYS D 118 


-6.605 


28.278 - 


19.733 


1.00 16.09 


6 


D 


c 


ATOM 


10029 


CE 


LYS D 118 


-6.367 


27.126 - 


18.776 


1.00 13.81 


6 


D 


c 


ATOM 


10030 


MZ 


LYS D 118 


-7.560 


26.625 - 


18.011 


1. 00 14.80 


7 


D 


N 


ATOM 


10031 


M 


TYR D 119 


-5.137 


32.806 - 


19.118 


1.00 18.64 


7 


D 


N 


ATOM 


10032 


CA 


TYR D 119 


-3.924 


33.103 - 


18.402 


1.00 18.68 




D 


C 


ATOM 


10033 


c 


TYR D 119 


-3.662 


34.593 - 


►18.203 


1.00 19.67 


6 


D 


C 


ATOM 


10034 


O • 


TYR D 119 


-2. '724 


34.993 - 


•17.510 


1.00 id. -35 


8 


D 


o 


ATOM 


10035 


CB 


TYR D 119 


-2.739 


32.444 - 


•19.165 


1.00 18.56 




D 


C 


ATOM 


10036 


CG 


TYR D 119 


-2.802 


30.926 - 


■19.059 


1.00 19.54 


6 


D 


C 


ATOM 


10037 


CDl 


TYR D 119 


-2.939 


30.122 - 


•20.179 


1.00 21.26 


6 


D 


C 


ATOM 


10038 


CD2 


TYR D 119 


-2.706 


30.307 -17.817 


1.00 19.13 


6 


D 


c 


ATOM 


10039 


CEl 


TYR D 119 


-2.967 


28.736 ■ 


*£V « u / o 


1.00 20.70 


6 


D 


c 


ATOM 


10040 


CE2 


TYR D 119 


-2.718 


28.916 - 


-1 / . / ux 


1.00 20.50 


6 


D 


c 


ATOM 


10041- 


CZ 


TYR D 119 


-2.793 


28.149 - 


"XO . O o9 


1.00 20.48 


6 


D 


c 


ATOM 


10042 


OH 


TYR D 119 


-2.902 


26.783 ■ 


-xo • 7UD 


1.00 19.54 


8 


D 


0 


ATOM 


10043 


K 


ARG D 120 


-4.58« 


35.402 - 


-18 . 726 


1.00 18.38 


7 


D 


M 


ATOM 


10044 


CA 


ARG D 120 


-4.524 


36.850 - 


-lo . OZ3 


1.00 19.46 


6 


D 


c 


ATOM 


10045 


c 


ARG D 120 


-3.i37 


37.472 • 


-19 . 146 


1.00 21.24 


6 


D 


c 


ATOM 


10046 


o 


ARG D 120 


-2.523 


38.225 ' 


-18 .459 


1.00 19.56 


8 


D 


o 


ATOM 


10047 


CB 


ARG D 120 


-4.84^ 


37.271 • 


-17 . loo 


1.00 19.51 


6 


D 


c 


ATOM 


10048 


CG 


ARG D 120 


-^.i89 


36.834 ' 


-16. 831 


1.00 19.41 


6 


D 


c 


ATOM 


10049 


CD 


ARG D 120 


-6.661 


37.393 • 


-15 . 446 


1.00 22.24 


6 


D 


c 




10050 


NE 


ARG D 120 


-7.979 


36.984 ' 


-14 • 980 


1.00 21.56 


7 


D 


N 


&TOM 


10051 


CZ 


ARG D 120 


-8.642 


37.448 


-13.919 


1.00 22.77 


6 


D 


C 


MA wn 


10052 


NHl 


ARG D 120 


-8.079 ■ 


38.385 


-13. 188 


1.66 ±i.io 


7 


D 


M 


ATOM 


10053 


NH2 


ARG D 120 


-9.^46 


36.960 


-13. 599- 


1.00 20.60 


7 . 


D 


H 


ATOM 


10054 


If 


PHE D 121 


•2.904 


37.117 


-20. 393 


1.00 21.16 


7 


D 


N 




10055 


CA 


PHE D 1'21 


-1.684 


37. 634 


-21 .013 


1.00 21.74 


6 


D . 


C 


a TOM 


10056 


Q 


PHE D 121 


-1.870 


38.977 


-21-694 


1.00 22.54 


6 


D 


C 


&TOM 

/iA wn 


10057 


o 


PHE D 121 


-2.983 


39. 181 


-22 . 167 


1.00 23.35 


8 


D 


o 


ATOM 


10058 


CB 


PHE D 121 


-1.234 


36. 648 


-22 . 107 


1.00 21.36 


6 


D 


c. 


ATOM 


10059 


CG 


PHE D 121 


-0.796 


. 35 . 284 


-21. 671 


1.00 21.15 


6 


D 


c 


AX wn 


J. 


CDl 


PHE D 121 


-1.120 


34 • 187 


—22 . 470 


l.OO 22.69 


6 


D 


c 


ni.wn 


10061 


CD2 


PHE D 121 


-0.085 


35 . 057 


-20. 497 


1.00 20.17 




D 


c 




10062 


CEl 


PHE D 121 


-0.727 


32 . 905 


-22 . 152 


1.00 19.70 


6 


D 


c 


ATOM 




CB2 


PHE D 121 


0.339 


33 , 784 


—20 . 189 


1.00 21.32 


6 


D 


c 


Alvin 




CZ 


PHE D 121 


0.025 


32 .723 


— ^X . UX4 


1.00 20.60 


6 


D 


c 




10065 




ASP D 122 


-0.881 


39. 845 


— Ol "IT'S 

— ^X . / / J 


1.00 24.51 


7 


D 


N 


3VTOM 


10066 


CA 


ASP D 122 


-0.938 


41 • 068 


"^4. . 3 / D 


1.00 28.28 


6 


D 


c 


Ai\/n 


10067 




ASP D 122 


" -0.183 


4U • o^l 


— AT? 

— 4C J mO t f 


1.00 29.11 


6 


D 


c 


Ai L/n 


10068 




ASP D 122 


-0.3^8 


41 . 5oU 


. OOs 


1.00 29.78 


8 


D 


0 


Ai yjci 


10069 


CB 


ASP D 122 ' 


-0.393 


42.207 


— "70"* 


1.00 34.70 


6 


D 


c 


ATOM 


10070 


CG 


ASP D 122 


■ -1.212 


42 • 3^9 


— .on KAC 


1.00 39.86 


. 6 


D 


c 


. ATOM 


10071 


ODl 


ASP D 122 


-0.738 


A'y *>^A 


— X7 . ^ ^ U 


1.00 43.11 


8 


D 


o 


ATOM 


10072 


0D2 


ASP D 122 


-2.3^8 


A •» Ci'^'i 


-20. 644 


1.00 42.66 


8 


D 


0 


ATOM 


10073 


M 


ASP P 123 


0.561 


J5* . / 


^ J . 7 r o 


1.00 27.45 


7 


D 


N 


ATOM 


10074 


CA 


ASP'fr 123 


1.329 


J7 • ^ / J 


-25 . 136 


1.00 25.91 


6 


D 


c 


ATOM 


10075 


C 


ASP D 123 


0.983 


J f . O X 7 


— A J • O J 


1.00 25.25 


6 


D 


c 


ATOM 


10076 


O 


ASP D 123 


1.374 


JO • O OH 


-24 . 785 


1.00 24.78 


d 


D. 


0 


ATOM 


10077 


CB 


ASP D 123 


2.850 


J 7 • JO J 


-24 . 858 


1.00 24.32 


6 


D 


c 


ATOM 


10078 


CG 


ASP D 123 


3.694 


39.096 


-26. 090 


1.00 24.13 


6 


D 


c 


ATOM 


10079 


ODl 


ASP D 123 


4.947 


39.222 


-26. 023 


1.00 25.27 


8 


D 


o 


ATOM 


10080 


OD2 


: ASP D 123 


- 3.169 


38 , 720 


-27 . 160 


1.00 21.55 


8 


D 


0 


ATOM 


10081 


N 


LEU D 124 


0.316 


37.578 


-26.572 


1.00 23.59 


7 


D 


N 


ATOM 


10082 


CA 


LEU D 124 


-0.184 


36.307 


-27.012 


1.00 22.09 


6 


D 


. c 


ATOM 


10083 


C 


LEU D 124 


0.939 


35.392 


-27.470 


1.00 23.24 


6 


D 


c 


ATOM 


10084 


0 


LEU D 124 


0.611 


34.233 


-27.681 


1.00 22.36 


8 


D 


o 


ATOM 


10085 


CB 


LEU D 124 


-1.259 


36.486 


-28.086 


1.00 21.07 


6 


D 


c 


ATOM 


10086 


CG 


LEU 0 124 


-2.463 


37.346 


-27.635 


1.00 20.93 


i 


D 


c 


ATOM 


10087 


CDl LED D 124 


-3,478 


37.366 


-28.770 


1.00 22.97 


6 


D 


c 


ATOM 


10088 


CD2 LED D 124 


-i.043 


36.889 


-26.303 


1.00 21.33 


6 


D 


c 


ATOM 


10089 


N 


ARG D 125 


2.161 


35.908 


-27.619 


1.00 22.77 


7 


D 


N 


ATOM 


10090 


CA 


ARG D 125 


3.302 


35.038 


-27.874 


1.00 24.74 


6 


D 


c 


ATOM 


10091 


C 


ARG D 125 


3.392 


34.085 


-26.645 


1.00 23.19 


6 


D 


c 


ATOM 


10092 


O 


ARG D 125 


3-891 


32.941 


-26.758 


1.00 23.03 


8 


D 


o 


ATOM 


10093 


CB 


ARG D 125 


4.642 


35.785 


-27.952 


1.00 24.88 


6 


0 


c 


ATOM 


10094 


CG 


ARG D 125 


5.923 


34.960 


-28.124 


n Oil CO 
1 . OO ^4 . Do 


O 


D 


c 


ATOM 


10095 


CD 


ARG D 125 


7.099 


35.839 


-28.622 


1.00 26.18 


6 


D 


c 


ATOM 


10096 


ME 


ARG D 125 


6.751 


36.253 


-29.995 


1.00 29.23 


7 


D 


N 


ATOM 


10097 


CZ 


ARG D 125 


d.^99 


35.476 


-31.052 


1.00 31.08 


6 


D 


c 


ATOM 


10098 


HHl ARG D 125 


6.857 


34.168 


-31.058 


1.00 30.06 


7 


D 


N 


ATOM 


10099 


NH2 ARG D 125 


^.142 


35.998 


-32.199 


1.00 32.64 


7 


D 


N 


ATOM 


10100 


N 


ASM 0 126 


2.886 


34.533 


-25.516 


1.00 22.23 


7 


D 


H 


ATOM 


" 10101 


CA 


ASH D 126 


2.995 


33.659 


-24.308 


1.00 23.24 


6 


D 


C 


ATOM 


10102 


C 


ASN D 126 


2.039 


32.478 


-24.390 


1.00 23.46 


6 


D 


C 


ATOM 


10103 


0 


ASN D 126 


. 2.152 


31.452 


-23.703 


1.00 23,25 


8 


D 


0 


ATOM 


10104 


CB 


ASN D 126 


2.798 


34.407 


-23.008 


1.00 23.71 


6 


D 


c 


ATOM 


10105 


CG 


ASN D 126 


4.009 


35.304 


' -22.726 


1.00 25.59 


-"■ 6 


D 


c 
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ATOM 10107 



QDl ASW D 126 
ND2 ASN D 12 6_ 



129/189 

5.138 34.907-23,018 1.00 24.12 8 



3!751 36!493 -22.181 1.00 24.62 7 



ATOM 10108 N SER D 127 



1.123 



ATOM 10109 CA SER D 127 



0.249 



32.572 -2ST359 
"31.417 -25.593 



1.00 24.69 7 D 



1.00 26.26 



ATOM 10110 C SER D 1Z7 
ATOM 10111 O SER D 127 



o!846 3o!572 -26.728 1.00 24.69 6 D C 
0.850 29.335 -26.712 1.00 22.32 8 D 



ATOM 



10112 
10113 



CB 
OG 



SER D 127 

SER D 127_ 



-1.185 
-1.873 



31.923 -25.846 
30.737 -26.217 



1.00 28.06 
1.00 33.27 



D 
D 



1.381 31.268 -27.730 1.00 22.22 7 
1.892 — 30.681 -2_8^^959_ 1.00 22.42 
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XVTAM 

Ml 


10185 


CG2 


THR D 136 


2.796 


17.677 - 


31.664 


1.00 17.48 


6 


D 


C 


ivrrrMui 




N 


THR D 137 


7.498 


17.241 - 


30.924 


1.00 18.18 


7 


D 


N 


Aiun 


10187 


CA 


THR D 137 


8.851 


16.674 - 


31.034 


1,00 19.47 


^ 


0 


C 




10188 


C 


THR D 137 


9.149 


15.788 - 


29.796 


1.00 20.34 


6 


D 


c 


ATOM 


10189 . 


0 


THR D 137 


9.654 


14.642 -29.869 


1,00 19.61 


8 


D 


0 


ATOM 


10190 


CB 


THR D 137 


9.880 


17.815 - 


"31.062 


1.00 20.04 


6 


D 


c 


ATOM 


10191 


OGl 


THR D 137 


9. 604 


18.784 - 


•32.104 


1.00 20.62 


6 


D 


0 


ATOM 


10192 


CG2 


THR n 137 


11.296 


17.264 - 


■31.195 


1.00 20.00 


6 


D 


c 


ATOM 


10193 


N 


MET D 138 


8.694 


16.253 - 


28.62^ 


1.00 18.99 


7 


D 


M 


ATOM 


10194 


CA 


MFT D 138 


9.021 


15.508 - 


27.^96 


1.06 li.ii 


6" 


D 


C 


ATOM 


10195 


C 


MET D 138 


7.981 


14.379 - 


■27.273 


1.00 16.89 


6 


D 


C 


ATOM 


10196 


O 


MPT n 1 
ncti u LOO 


8.30^ 


13.385 - 


-26.676 


1.00 16.01 


8 


D 


0 


ATOM 


10197 


CB 


MPT n 1 7ft 


9.045 


16.360 ■ 


•26.1^5 


1.00 16.48 


^ 


D 


c 


ATOM 


10198 


CG 


MPT n 1 "kfi 


9. 973 


17.541 ■ 


-26.033 


1.00 17.36 


6 


D 


c 


ATOM 


10199 SE 


MPT n 1 "XSi 


11.803 


16.763 -26.882 


1.00 41.53 


34 


D 


SE 


ATOM 


10200 


CF.? 




12 .217- 


15.338 • 


-25.446 


1.00 23.53 


6 


D 


c. 


ATOM 


10201 


N 


AKo U U7 


6.784 


14.562 ' 


-27.823 


1.00 15.75 


7 


D 


N 


ATOM 


10202 


CA 


AKo u 1 J 7 


5 844 


13.445 • 


-27.782 


1. 00 15. 




D 


c 


ATOM 


10203 


C 


ARG D 139 


6.390 


12.296 ■ 


-28.616 


1.00 16.16 




D 


c 


ATOM 


10204 


0 


ARu O 1^9 


6 i63" 


11.138 


-28.247 


1.00 16.29 


8 


D 


0 


ATOM 


10205 


CB 


Anis u i. J 7 


4.44i 


13,871 ■ 


-28,228 


1.00 16.65 


^ 


D 


c 


ATOM 


10206 


CG 




" 3.830 


14.809 • 


-27.153 


1.00 15.80 


6 


D 


c 


ATOM 


10207 


CD 


AKG D IJ7 




15.16^ 


-27.536 


1.00 17.79 


6 


D 


c 


ATOM 


10208 




ARG D 139 


~~ 1.467 


14.158 


-27.090 


1.00 19.65 


7 


D 


K 


ATOM 


10209 


cz 


TV 1 'SO 

AKvj D iJ7 


0.141 


14.151 


-27.196 


1.00 18.86 


^' 


D 


C 


ATOM 


10210 


NHl 


ARG D 139 


-*0 . 484 


15.152 


-27. 78^ 


1.00 17.72 


7 


D 


N 


ATOM 


10211 


NH2 


ARG D 139 




13.099 


-26.732 


1.00 19.02 


7 


D 


N 


ATOM 


10212 


K 




■" 7.011 


12.604 


-29,750 


1.00 16.93 


7 


D 


N 


ATOM 


10213 


CA 


VAl« D 14 U 




11.557 


-30.630 


1.00 17.62 


6 


D 


C 


ATOM 


10214 


C 


V T n 1 ii n 


" 8.754 


10.900 


^29.912 


1.00 18.38 


6 


D 


c 


ATOM 


10215 


0 . 


<mT 1 il fl 


8 . 920 


9.684 


-29.957 


1.00 18.04 


8 


D 


0 


ATOM 


10216 


CB 




7.996 


12.181 


-31.972 


1.00 17.88 


6 


D 


c 


ATOM 


10217 


CGI 


VAlt U 14U 


8 . 888 


11.269 


-32.829 


1.00 21.64 


6 


D 


c 


ATOM 


10218 


CG2 


VAIi D 14 U 


6.729 


12.497 


-32.782 


1.00 17.15 


6 


0 


c 


ATOM 


10219 


N 


ALA D 141 




11.732 


-29.260 


1.00 17.15 


7 


D 


N 


ATOM 


10220 


CA 


AJ-iA 0 14 X 


10.679 


11.237 


-28.464 


1.00 17.70 


6 


D 


C 


ATOM 


10221 


C 


ALA D 141 


1 ft 9m 


10.2il 


-27.405 


1.00 16.99 


6 


D 


c 


ATOM 


10222 


0 


%T Ik n ^ 


10 ,756 


9.1^2 


-27.221 


1.00 17.4 9 


8 


D 


0 


ATOM 


10223 


CB 




1 1 TAO 


12.428 


-27.778 


1.00 15.62 


6 


0 


c 


ATOM 


10224 


N 




Q HQ*? 

7 . / 


10.552 


-26,699 


1.00 18.81 


7 


D 


N 


ATOM 


10225 


CA 


trikT r\ 1 AO 


8.559 


9.620 


-25.698 


1.00 17.68 


6 


D 


c 


ATOM 


10226 


C 


«r& T n ^ A*y 
VAJj D 14Z 


7 • 997 


8.381 


-26.371 


1.00 18.22 


—r 


D 


C 


ATOM 


10227 


0 


VaXj U 14^ 




7.230 


-25 .927 


1.00 18.01 


8 


0 


0 


ATOM 


10228 


CB 


\y & T r\ ^ AO 


'7 494 


10.367 


-24 . 875 


1.00 18.71 


^ 


D 


c 


ATOM 


10229 


CGI 


VA1« U 


TTsi 


9.474 


-23.966 


1.00 14.75 


6 


D 


c 


ATOM 


10230 


CG2 


VALi U 


8.16'? 


11.4 67 


-23. 975 


1,00 16.60 


6 


D 


c 


ATOM 


10231 


N 


r'T V r\ 1 J 

^LtX U 


7 .316 


8.595 


-27 . 526 


1.00 16.09 


7 


D 


N 


ATOM 


10232 


CA 




6.806 


7.425 


-28 .245 


1.00 17.86 


6 


D 


c 


ATOM 


10233 


C 


GLY D 143 


7. 905 


6.504 


-28 . 773 


1.00 18.47 




D 


c 


ATOM 


10234 


o 


GLY D 143 


7 . 67^ 


5.294 


-28 .897 


1.00 19.17 
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ALA D 184 
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5.110 
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1,00 33,23 
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0 


ALA D 184 
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-46.752 
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3.919 


4.400 


-45.101 
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ALA D 185 


7.010 


4.427 


-4^.959 


1.00 34.96 
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CA 


ALA D 185 


8.312 


5.669 


-45.787 
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ALA D 185 


8.930 


5.486 


-47.115 


1.00 38.37 
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10552 
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ALA D 185 


9.873 


6,273 


-47.151 


1.00 38.78 
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10553 
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ALA D 185 


9.241 


4,093 


-45.071 


1.00 36.45 
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GLN D 186 


8.423 


4.923 


-48.196 


1.00 36.92 
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GLN D 186 


8.935 


5.230 
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6.496 
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GLN D 186 


9. 662 


2.861 
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GLN D 186 
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8.962 


-50.057 


1.00 21.11 
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10569 


N 


GLU D 188 


6.852 


10.526 


-49.930 


1,00 27.96 
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D 


N 


ATOM 


10570 


CA 


GLO D 188 


7.079 


11.812 


-49.296 


1.00 30,27 
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D 


c 


ATOM 


10571 


C 


GLO D 168 


5,772 


12.357 


-48.708 


1,00 28.83 
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D 
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ATOM 


10572 


0 


GLU D 188 


5.824 


13.418 


-48.081 


1.00 30.58 
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D 


o 


ATOM 


10573 


CB 


GLU D 188 


7.585 


12.889 


-50.258 


1.00 34.51 
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D 
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10574 


CG 
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8.893 


12.564 


«50.949 


1.00 36.64 
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10575 


CD 


GLO D 188 


9.124 


13.566 


-52.070 


1.00 39.07 
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10576 


OEl 


. GLO D 188 


9.068 


14.778 


-51.793 


1.00 39.00 
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10577 
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; GLU D 188 


9.322 


13.110 


-53.224 
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VAL D 189 


4.683 


11.612 


-48.871 
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3.404 


12.027 


-48.336_ 


1.00 23.69 
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ATOM 



ATOM 



10580 
10581 



VAL D 189 



ATOM 10582 



O VAL D 189 

"CB VAL D 189L 



2.771 
1.590 



10.917 -47.518 1>00 22.42 6 D 



10.974 -47.228 1.00 23.91" 



2>42B 12.596 -49.373 1.00 25.33 



TP 



ATOM 10583 CGI VAL D 189_ 



2.909 13.952 -49.843 1.00 24.49 6 D 



ATOM 10584 CG2 VAL D 189 



2.170 
3.533 



7535" 



11.675 -50. 
9.926 -47.104_ 



1.00 25.30 
1.00 22.54 
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ATOM 10585 N SER D 190 



ATOM 



10586 
10587 



CA SER D 190 



3.104 8.794 



■46.305 
-46.794 



1.00 25.54 
1.00 26.59" 



6 D 

"6~D" 



ATOM 



ATOM 10588 



SER D 190 



1.909 7.994 



ATOM 10589 



O SER D 190 
CB SER D 190 



1.08 3 7.492 -45.996 1.00 24.17 
9.233 -44.850 1.00 25.05 



ATOM 10590 OG SER D 190 



2.787 
3.959 



9.815 -44.308 



1.00 24.04 
1.00 25.33 



8 

7 D 



ATOM 



10591 
10592 



N 



ILED191 



1.850 
0.746 



-48.110 



7.833 

7.064 -48.693 1.00 27.75 6 D 



ATOM 



ATOM 



10593 
10594 



CA ILE D 191 



ILE D 191 



1.284 
2.423 



5.718 -49.127 
5.614 -49.584 



1.00 29. 5T 
1.00 27. 6T 



J6 D_ 

8 D 



ATOM 



ILE D 191 



ATOM 10595 CB ILE D 191 



0.001 
0.929 



7.781 
8.040 



-49.815 



1.00 27.19 
1.00 30.15 



6 D 

-1— D* 



ATOM 



10596 
10597 



CGI ILE D 191 



51.026 

9.076 -49.285_ 



1.00 26.57 

1.00 28. 



ATOM 



CG2 ILE D 191 



ATOM 10598 CDl ILE D 191 



-0.588 
0.138 



ATOM 10599 N VAL D 192 



ATOM 



ATOM 



10600 
10601 



CA VAL D 192 



0.468 
0.8^1 



8.530 -52.229 



4. 697 -48.938 
-49.266 



1.00 29.92 



6 D 



3.341 



VAL D 192 



0.728 
1.470 



3.049 
2.186 



-50.757 



1.00 31.11 
1.00 34.21 



_7 D 

"6~Er 



8 D 



ATOM 10602 O VAL D 192" 



-51 . 201 1.00 35.75 



ATOM 



ATOM 



10603 
10604 



CB VAL D 192 



CGI VAL D 192 



0.132 
0.316 



2.2 86 -48.458 
46.960 



1.00 28.16 



2.534 
2.254 



1.00 28.04 
1.00 29.4"2" 



6 D 



ATOM 



ATOM 



10605 
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CG2VALD192 



-1.339" 



N 



ASN D 193 



-0.119 3.748 - 



48.854 
51.451 



1.60 38. 



6 D 

7 D 



ATOM 



ATOM 



10607 
10608 



CA ASN D 193 
C ASN D 193 



-0.352 



3.643 



0.071 4.972 - 



52.891 

53.520 



1.00 43.59 
1.00 46.55" 



ATOM 10609 



ATOM 10610 



O ASN D 193 

CB ASN D 193 



-0.648 
-1.821 



5.953 -53.434 l.OO 47.55 



6 D 



3.396 
3.730 



-53.214 



1.00 42.77 
1.00 42.92 



ATOM 10611 CG ASN P 193 



-2.318 
-1.564 



-54.614 
-55.574 



_6 D_ 

6 D 



ATOM 



10612 
10613 



ODl ASN D 193 



3*983 
3.758 



-54.813 



1.00 41.51 
1.00 39.68 



ATOM 



ND2 ASN D 193 



-3,633 



ATOM 



ATOM 



10614 
10615 



N 



GLN P 194 



1.206 



CA GLN D 194 



1.735 
1.299 



5.041 
6.241 



-54.164 



6.7^^ 

7.753 



-54.765 
-56.128 



1.00 52.02 
1.00 57.76 
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ATOM 



10616 
10617 



GLN D 194 



-56,515 



1.00 60.01 
1.00 60. 9i" 



8 D 



ATOM 



GLN P 194 



1.882 



ATOM 10618 CB GLN P 194 



3.250 6.030 -54.893 1.00 59.78" 



J P_ 

6 P 



ATOM 10619 CG GLN P 194 



4.038 
5.496 



6.315 
6.052 



-53.620 
-53.974 



1.00 62.70 
1.00 64.73 



ATOM 



10620 CP GLN P 194 



-54.419 



1.00 65.59" 
1.00 65.75 



_6 P_ 

8 O 



ATOM 



10621 
10622 



OEl GLN P 194 



6.211 
5.882 



6.953 
4.792 



ATOM 



NE2 GLN P 194 



-53.785 



ATOM 



10623 
10624 



N 



GLO P 195 



0.437 

0.6^6' 



6.037 
6.589 



-56.873 



1.00 60.61 

1.00 59.91 



7 D 

"6—5" 



ATOM 



CA GLO P 195 



-58,198 



ATOM 



ATOM 



10625 
10626 



GLO O 195 



GLO P 195 



-0.520 
-0.932 



7.965 -57.973 1.00 57.53 



ATOM 10627 CB GLO P 195 



-0.904 
-2.302 



8.713 
5.664 



-58.845 1.00 58.00 



-58.884 



1.00 62.74 
1.00 64 ."g?" 



J o_ 

6 D 



ATOM 



10628 
10629 



CG GLO P 195 



5.795 
4.466 



-58.292 
-58.264 



1.00 66.54" 
1.00 67.58 



6 P 



ATOM 



CP GLO P 195 



-3.023 
-2.403 



3.425 -58.568 



ATOM 10630 



ATOM 10631 



OEl GLO P 195 
OE2 GLO P 195 



-4,228 4.463 -57.921 



ATOM 10632 N ARG P 196 



-0.694 
-1-268 



8.189 
9.470 



-56.655 



1.00 66.72" 
1.00 53.49" 



1.00 48.4.6 
1.00 44. TC" 



8 P 
7 P 



"6~P" 



ATOM 10633 



ATOM 



ATOM 



10634 
10635 



CA ARG P 196 
ARG P 196 



-56.274 



-0 . 17 9 10.407 -55.774 



ARG D 196 



-0.475 
-2.345 



11.550 
9.241 



-55.527 



1.00 42.34 
1.00 48. 6^ 



J P. 

6 O 
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C 



ATOM 



10637 



CB ARG P 196 



55.214 
-55.653 



"To 
"THo" 



ATOM 



CG ARG P 196 



-3.538 10.107 



1.00 48.57 



ATOM 



10^38 CP ARG P 196 



-4.445 



9.188 
8.868 



-56.491 



1.00 45.02 
1.00 40.87 



N 



ATOM 10639 NE ARG O 196 



-5.594 
-6.^30" 



-55.715 



1.00 40.34 
1.06 37. •>4 



7 P 



ATOM 10640 CZ ARG P 196 



9.566 
10.847 



-55.299 



_C 



ATOM 10641 NHl ARG P 196 



-6.883 
-7.481 



-55.530 



8.809 -54.589 1.00 38.'5y 



7 D 

i D 



ATOM 10642 NH2 ARG P 196 



ATOM 
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GLO P 197 
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10.682 



-55.641 



1.00 43.98 
1.00 41.56 
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GLO P 197 



2.128 
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-55.111 
-55.786 



1.00 40.90 



GLD P 197 



2.184 13.077 -55.120 1.00 40.85 
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ATOM 10647 CB GLO P 197 



3.470 



9.952 
10.753 



-55.186 1.00 42.40 
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ATOM 10648 CG GLO P 197 
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10649 
10650 



CP GLO P 197 



4.965 10.078 



-54.487 
-53.188 



1.00 41.92 
1.00 42.52" 



OEl GLDP197 



ATOM 10651 OE2 GLO P 197_ 



4.179 
6.090 



9.243 
10.326 



-52.687 1.00 41.31 8 
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"g~D" 



ATOM 10652 N GLN P 198 



2.320 12.028 -57.136" 



-52.714 1.00 42.94 



1.00 37.58 
1.00 35.55 



7 D 
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CA GLN P 198 
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ATOM 10655 O GLN P 198 



1.265 15.421 -57.542 1.00 30.82" 
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CB GLN P 198 



3.084 13.170 -59.201 1-00 35.10 
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-59.171 
-58.396 



1.00 35.84 



ATOM 10^58 CP GLN P 198 



1.00 36.40 
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ATOM 



ATOM 



10738 
10739 



CG2 ILE D 207 



CDl ILE D 207 



-3.174 24.325 -49.459 1.00 37.34 6 D 
"5.566 23.^11 - 51.201 1.00 37,11 



ATOM 10740 



ATOM 10741 



N LYS D 208 
CA LYS D 208 



-0.570 25.642 -51.556 1.00 41.37 



ATOM 



10742 C LYS D 208 



0,481 
0.434 



.26.574 
27.853 



-51.161 



-51.997 



1.00 44.94 
1.00 46, tT 



0.590 28.944 -51.450 1.00 46.56 
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ATOM 10743 O LYS D 208" 



ATOM 10744 CB LYS D 208 



1.861 25.932 



ATOM 10745 



ATOM 10746 



CG LYS D 208 
CD LYS D 208 



2,900 26.891 -i 



Sl>291 
50,712 



l-.OO 44.86 6 D 



ATOM 10747 CE LYS D 208 



-51.150 

5.365 27.400 -50.616 



4.297 26.463 -5 



1,00 46>05 
1.00 46.75 



ATOM 10748 N2 LYS D 208 



6.728 



26.911 
27.716 



-50.974 



1.00 46. go" 
1.00 46. g?" 



6 D 



_7 D_ 

7 D 



ATOM 10749 N ARC D 209 



ATOM 107S0 CA ARG D 209 



0.341 
0.341 



-54.066 

-0.975 29.687 -53.687 



"53.327 1.00 50.03 



28.999 



1.00 54.57 
1.00 54. 



ATOM 10751 C ARG D 209 



-0.939 '30.823 -53.211 



1.00 53.84 
1.00 57.60 



ATOM 10752 O ARG D 209 
ATOM 10753 CB ARG D 209 



0.596 . 28.901 -55,528 
-0.082 27.788 -56.296 



1.00 61,2^ 
1.06 63,^^ 



8 D 



ATOM 10754 CG ARG D 209 



ATOM 



ATOM 



10755 
10756 



CD ARG D 209 
NE ARG D 209 



0.684 27.558 -57.612 



0.280 26.266 -58.154 1.00 66. dTT" 



"6 5" 



ATOM 10757 CZ ARG D 209_ 



1,091 25.262 -58.471 



58.300 
-58.946 



1.00 67.26 
1.00 68.08 



"7~P" 



ATOM 10758 HHl ARG D 209_ 



2.405 25.365 



1.00 67.08 
1.00 53.43 



ATOM 10759 NH2 ARG P 209 



0,532 24.149 



-2!o60 28.922 -53.793 



ATOM 10760 N ASP P 210 



ATOM 



ATOM 



10761 
10762 



ATOM 



ATOM 



10763 
10764 



CA ASP P 210 _ 
C ASP P 210 



-3.354 



-3.363 



29.471 
30.176 



-53.419 
-52.076 



1.00 53.28 



ASP P 210 



-4.406 30.747 



CB ASP P 210 



-4.438 28.386 



-^3.406 



1.00 49.87 
1.66 50.16 
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D" 



1.06 5^.7^ € D 



ATOM 10765 CG ASP P 210 
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28.247 



-54,788 
-55.022 



1.00 58.12 
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ATOM 10766 OPl ASP P 210 



27.283 



-^5.625 
-51.262 



1.00 59.09 
1.00 59.48 



ATOM 10767 OP2 ASP P 210" 



-4.761 
-2.334 



29.128 
30.051 



1.00 46.71 
1.00 41.37 



_8 0_ 

7 P 



ATOM 10768 N GLY P 211 



-2.227 30.653 -49.958 



ATOM 10769 CA GLY O 211 



48.891 1.00 38.44 



AT€»1 10770 C GLY P 211 



-3.148 



30.049 
^0.682 



ATOM 10771 O GLY P 211 



-3.463 



-47.898 1.00 36.37" 



_8 D_ 

7 D 



ATOM 10772 N ASP D 212 



-3.559 28.815 -49.048 1.00 36.00 



ATOM X0773 CA ASP D 212 



-4.461 
-3.760 



28.137 



-48.127 
-47.424 



1.00 35.28 



6 P 

6 P 



ATOM 10774 



ASP D 212 



26.977 



ATOM 10775 O ASP P 212 



-2.529 
-5.685 



26.893 -47.549 



1.00 33.26 



1.00 33.62 
1,00 33.16 



8 P 



ATOM 10776 CB ASP D 212 



27.678 -48.935 



ATOM 10777 CG ASP D 212 



-6.955 27.751 -48.075 1.00 32.74 



1.00 29.19 
1.00 31.07 



^ D^ 

8 D 



ATOM 10778 DPI ASP P 212 



-8.017 27.978 



ATOM 10779 OP2 ASP D 212 



ATOM 10780 N THR P 213 



-6.826 
-4.466 



27.575 



-48.708 
'46.835 



26.130 -46.698 1.00 31.11" 



ATOM 10781 CA THR O 213 



-3.847 24.971 -46.016 1.00 28.69" 



7 O 



ATOM 10782 C THR P 213 



ATOM 10783 O THR P 213 



-4.767 
-5-977 



23.788 -46.122 1.00 29.57 6 P 



23.951 -46.404 1.00 29.52 



_8 D_ 

6 D 



ATOM 



10784 CB THR P 213 



-3.619 
-4.881 



25.233 -44.514 1.00 28.12 



ATOM 10785 OGl THR P 213 



ATOM 10786 CG2 THR P 213 



-2.721 



25.516 
26.441 



-43.679 1.00 26.94 



ATOM 10787 N ILE D 214 



-4.250 
-5.106 



22.579 



-44.289 
-45.964 



1.00 25.71 
1.00 27. 7T 



6 O 



1.00 25.57" 
1.00 25.61 



_7 

6 D 
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CG2 


ILE 


D 


304 


-5.223 




—32 .440 


1.00 18.87 




D 


c 


ATOM 


11479 


CDl 


ILE 


D 


304 


-4.145 . 


— X . o DU 


— "^n n68 

— . l/wO 


1.00 19.49 




D 


c 


ATOM 


11460 




VAL 


D 


305 


-6;706 


— U . O r Z 


— 3S 9fl6 


1.00 21.78 


7 


D 


N 


ATOM 


11481 


CA 


VAL 


D 


305 


-6.738 


<\ 9 m 

U « 


-36 433 


1.00 21.09 




D 


c 


■ ATOM 


11482 


C 


VAL 


O 305 


-7.439 


X • ? X X 


-35 .94 8 


1.00 20.86 




D 


c 


ATOM 


11483 


O 


VAL 


D 


305 


-8.629 


X . *i OH 


-35 . 630 


1.00 20.54 




D 


O 


ATOM 


11484 


CB 


VAL 


D 


303 


-7.531 


— U , OOD 


-37 . 591 


1.00 23.27 


6 


D 


c 


ATOM 


11485 


CGI 


VAL 


D 


305 


-7 .508 


U . 9 X^ 


-38 . 855 


1.00 20.55 


6 


D 


c 


ATOM 


11486 


CG2 VAL 


D 305 


-7.02^ 


— X . / vO 


—37 . 916 


1.00 22.30 


6 


D 


c 


ATOM 


11487 


N 


VAL 


D 


306 


-6.722 


9 613 


— 3^ 886 


1,00 20.50 


7 


D 


N 


ATOM 


11488 


CA 


VAL 


D 


306 


-7.296 


3. 866 


-35, 421 


1.00 19.95 


6 


D 


c 


ATOM 


11489 


C 


VAL 


D 


306 


-6.971 


4 • 965 


-36*409 


1.00 19.71 


6 


D 


c 


ATOM 


11490 


O 


VAL 


D 


306 


-5.862 


4 . 983 




i.dO 19.8^ 


8 


D 


o 


ATOM 


I149i 


CB 


VAL 


D 


306 


-6.859 


4 . 176 * 


-33. 972 


1.00 20.99 


6 


D 


c 


ATOM 


11492 


CGI 


VAL 


D 


306 


-5.336 


4 . 133 


-33. 894 


1.00 21.19 


6 


D 


c 


ATOM 


11493 


CG2 


VAL 


D 


306 


-7.303 


5 .522 


-33 . 410 


1.00 21.12 


6 


D 


c 


ATM 


11494 


M 


ARG 


D 


307 


-7.923 


5.886 


-36, 571 


1,00 19.99 


7 


D 


N 


ATOM 


11495 


CA 


ARG 


D 


307 


-7.658 


6. 998 


-37,507 


1.00 21.58 


6 


D 


C 


ATOM 


11496 


C 


ARG 


D 


307 


-7.923 


8.297 


-36.745 


1.00 21.28 


6 


D 


C 


ATOM 


11497 


O 


ARG 


D 


307 


-8.777 


8.281 


-35.834 


1.00 20.60 


8 


D 


0 


ATOM 


11498 


CB 


ARG 


D 


307 


-8.513 




-38.781 


1.00 23.97 


6 


D 


c 


ATOM 


11499 


CG 


ARG 


D 


307 


-^.^5d 


^.733 


-39.633 


1.00 27.06 


6 


D 


c 


ATOM 


. 11500 


CD 


ARG 


D 


307 


-9.147 


5 . 695 


-40.943 


1.00 28.03 


6 


D 


c 


ATOM 


11501 


NE 


ARG 


D 


307 


-10.543 


5.395 


-40.621 


1.00 32.15 


7 


D 


N 


ATOM 


11502 


CZ 


ARG 


D 


307 


-10.942 


4 .123 


-40.539 


1-00 32.10 


6 


D 


c 


ATOM 


11503 


mi 


ARG 


D 


307 


-10.094 


3.147 


-40,794 


1,00 32.29 




D 


N 


ATOM 


11504 


NH2 


ARG 


D 


307 


-12.193 


3.914 


-40.212 


1.00 33.29 


7 


D 


N 


ATOM 


, 11505 


N 


GLY 


D 


308 


-7.189 


9.327 


-37.160 


1.00 19.03 


7 


D 


N 


ATOM 


11506 


CA 


GLY 


D 


308 


-7.441 


10.619 


-3^.^07' 


1,00 18.27 


6 


D 


c 


ATOM 


11507 


c 


GLY 


D 


308 


-7.fe1d 


11.641 


-^7.646 


1.00 20.21 


6 


D 


c 


ATOM 


11508 


0 


GLY 


D 


308 


-6.833 


"ll.SSfe 


-^8.630 


1.00 20.38 


8 


D 


0 


ATOM 


11509 


N 


VAL 


D 


309 


-8.451 


12,631 


-37,470 


1,00 17.84 


7 


D 


M 


ATOM 


11510 


CA 


VAL 


D 


309 


-8.516 


13.6^2 


-38.511 


1.00 17.90 




D 


c 


ATOM 


11511 


c 


VAL 


D 


309 


-7.773 


14.908 


-38.033 


1,00 18.99 




D 


c 


ATOM 


11512 


O 


VAL 


D 


309 


-7.925 


15.392 


-36.896. 


1.00 18.83 


6 


D 


o 


ATOM 


11513 


CB 


VAL 


D 


309 


-9.967 


14.011 


-38.864 


1.00 15.89 




D 


c 


ATOM 


11514 


CGl 


VAL 


D 


309 


-10.792 


14.255 


-37.601 


1.00 15.36 




D 


c 


ATOM 


11515 


CG2 


VAL 


D 


309 


-9.964 


15.365 


-39,715 


1.00 19.13 




D. 


c 


ATOM 


11516 


N 


MET 


D 


310 


-6.896 


15.412 


-38.888 


1 , UU 1 / . D J 


/ 


r\ 
U 


M 


ATOM 


11517 


CA 


MET 


D 


310 


-6.174 


1^.63^ 


-38.583 


1.00 20.12 




D 


c 


ATOM 


11518 


c 


MET 


D 


310 


-6.799 




-39.424 


1.00 22,24 


6 


D 


c 


ATOM 


11519 


O 


MET 


D 


310 


-6.985 


17.578 


-40.632 


1.00 21.00 


8 


D 


o 


ATOM 


11520 


CB 


MET 


D 


310 


-4.687 


16.594 


-38.861 


1.00 19.52 




D 


c 


ATOM 


11521 


CG 


MET 


D 


310 


-3.999 


17.875 


-38.404 


1.00 19.22 


6 


D 


c 


ATOM 


11522 


SE 


MET 


D 


310 


-2.295 


17.823 


-39.541 


1.00 39.60 


34 


D 


SE 


ATOM 


11523 


C£2 


MET 


O 


310 


-1.426 


19.049 


-38.658 


1.00 15.53 




D 


c 


ATOM 


11524 


H 


LYS 


D 


311 


-7.249 


18.817 


-38.764 


1.00 21.97 


7 


D 


N 


ATOM 


11525 


CA 


LYS 


D 


311 


-7.827 


19.939 


-39.508 


1.00 20.87 




D 


c 


ATOM 


11^26 


C 


LYS 


D 


311 


-6.673 


20.631 


-40.232 


1.00 22.55 




D 


c 


ATOM 


11527 


O 


LYS 


D 


311 


-5.515 


20.52^ 


-i9.605 


1.00 25.11 


8 


D 


o 
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RTOM 11528 CB LYS D 311 



■ 8.517 -38.546 
R^i a fiU -37.807 



1.00 19.02 
1.00 18.39 



C 



ATOM 



11529 CG LYS D fU 



ATOM 11530 CP LYS D 311 



81336 22-^57 -36.579 1.00 19.86 6 P 



^:YS"^^ir -7.584 23.7S4 -36.245 

ATOM 11532 "^Z LYS D 311_ -7.8^ 24.284„-34.^ 



ATOM 11531 CE 



1.00 21.35 
1. 



ATOM 11533 N PRO P J±i 



^'.943 2l!4fi2 -43..^ir 



,.00 23.65 
1.00 23.13 



ATOM 



11534 CA" 

11535 C 



PRO D 312 



"41.879 



PRO P 312 



ATOM , 

aTOM 1153^ O PRO P 312 



-5.893 22.239 

-5.167 7^.171 -40.878 



1.00 23.45 
1.00 24.70 



ATOM 11537 CB 



ATOM 



ATOM 



11538 CG" 

11539 CD 



PRO P 312 
PRO P 312 



^.708 
-6.634 



23-617 -39.871 1.00 21.94 



7^!o6B -42.924 1.00 23.75 



8 
T 



ATOM 11540 N 



PRO P 312 



7!979 22.420 -43.098 1.00 24.34 6 



-8.280 21.697 -41.811 1.00 24.43 6 



ATOM 11541 CA 



ILE P 313 
ILEP313 



-3. 890 23.359 -41.088 1.00 24.45 7 
rjTTTl — 24.286-40.267 1.00 27.39 6 



C 



JC 
N 



ATOM 11542 C II^E P 313 



ATOM 11543 O ILE P 313 



->3.858 25^618 -4U.20r 
~ -41.228 



-4.251 26.149 - 



ATOM 11544, 



ATOM 11545 



CB ILE P 313 
CGI ILE P 313 



-1.748 24.493 - 



-0.844 
-1.070 



23.275 - 



"40.982 
"40.706 



1.00 
1-00 



26.24 



1.00 
1.00 



28.88 
28.81 



^6 P. 

8 P 



6 P 



6 D_ 

6 P 



_c 

_c 
-£ 

_c 
_c 

c 

c 
c 

N 

c 
c 
o 
c 

O 

c 

H 

c 
c 
o 
c 
c 
c 
c 



ATOM 
ATOM 



11546 CG2 ILE P 313 



25.789 - 



40.581 
41.587 



11547 



ATOM 11548 



CDl ILE P 313 
N PRO P 314 _ 



0.400 23.348 - 



-3.973 
-4.737 



26.240 
27,470 



39.048 ' 
38.916 



1.00 31.55 



1.00 
1.00 



27.74 
30.57 



6 O 

"7^ 



6 P 



ATOM 11549 CA PRO P SlT 



39.571 
40.109 



ATOM 11550 C PRO P 314 



4.067 28.668__ 



ATOM 11551 O PRO P 314 



ATOM 



11552 CB PRO P 314 



-4.703 29.561 - 



-4.883 



ATOM 
ATOM 



11SS3 CG PRO P 314_ 



-4.574 



27.661 
26.349 



37.426 
36.802 



1.00 
1.00 



32.50 
32.54 



29.51 



1.00 

1.00 



29.07 
27.89 



•8^~P^ 
6 P^ 



-r~p" 



11554 CP PRO O 314 



-3.628 



25.630_ 
28.756 



-37.736 
-39.488 



ATOM 11555 



ATOM 11556_ 



N THR P 315 
CA THR P 315 



-2.759 



-2-031 



29.903 
29.972 



-40.004 
-41.520 



1.00 
1.00 



39.45 
40.26 



6 P_ 

6 0 



ATOM 
ATOM 



11557 C 



11558 O 



THR P 315 
THR P 315 



-2.167 



ATOM 



11559 CB THR D 315 



-1.646 29.086 - 



ATOM 
ATOM 



11560 



ATOM 



11561 
11562 



OGl THR P 315 
CG2 THR P 315 



-0.543 
-0.433 



42.185 

29.905 -39.660^ 



1.00 
1.00 



41.46 



1.00 



0.086 



29.862 
31.208 



-38.234 1.00 



39.44 
39.98 



8 P 

"6"^ 



-40.176 1.00 



LEO P 316 



-^.821 31.009 -42.010 l.OO 



39.98 



6 P 



ATOM 



lis 63 CA LEP P 31^" 



-2.923 
-2.040 



31.228 
32.418 



-43.452 



1.00 
1.00 



42.25 



6 P_ 



"6~P" 
"8~P" 



ATOM 



ATOM 



11564 
1156^ 



LEU P 316 



-43.844 



ATOM 11566 



O LEO D 316 
CB LEU P 316 



-2.003 33.457 -43.179 1.00 



45.59 
42.83 



ATOM 



11567 CG LEU P 31^ 



-4.353 
-5.443 



31.469 -43.888 1.00 41.61" 



ATOM 11568 CPl LEU P 316 



-6.707 
-^.019 



30.448 -43.581 1.00 41.44 



"6"-0" 



30.750 
29.023 



-44.402 
-43.853 



1.00 
1.00 



41.71 
39.99 



_6 0_ 

6 P 



11569 CP2 LEP P 316 
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ATOM 11607 CA MET D 321 



■10.447 38>352 -39,974 
-10.279 37,979 -38.bOi> 



1.00 33.15 6 D 



1.00 31.27 6 D 



C 

c 
o 
c 
c 

SE 

c 

N 
C 

o 

N 

C 

c 

o 

c 

c 



ATOM 11608 C MET D 321 



lo!'684 ^^!929 -38.032 l.pO 30.27 8 D 



ATOM 



ATOM 



11609 
11610 



O MET D 321 



CB MET P 321 



11.853 38.911 -40^148 1.00 33.28 6 D 



ATOM 11611 CG MET D 321 



-^12.154 39.391 -41.570 



1.00 34.97" 
1.00 83.01 



ATOM 11612 SB MET D 321 



-10.912 40.966 -41.692 



ATOM 11613 CE2 MET P 321 



-10.999 41.956 -39-983 1.00 26.97 



34 



ATOM 11614 N SER 0 322 



-9.737 



38.915 -37.758 1.00 
38.801 - 



29.53 
28.09 



7 D 



ATOM 11615 CA SER P 322 



-9.568 
-9.^0^ 



-36.316 
-35.6^3 



1.00 
1.00 



8 P 



ATOM 11616 C SER P 322 



ATOM 11617 O SER P 322 



ATOM 11618 CB SER P 322 



-10.469 
-8.153 



40.152 -I 

41.04§ -36.2*^0 1.00 28.11 



3b!32^ -3^.007 1.00 26.90 6 P 



ATOM 



11619 OG SER P 322 



-8.053 37.914 -34.654 



1.00 
1.00 



26.15 
26.32 



8 P 



ATOM 11620 N VAL P 323 



ATOM 11621 CA VAL P 323 
ATOM 11622 C 



-9.349 
-9.462 



40.269 -34.414 
41.511 -33.668 



1.00 28.10 



VAL O 323 
O VAL O 323 



-8.159 41.791 



-32.927 
-32.423 



1.00 29.71 



_6 0_ 

6 D 



. ATOM 11623 



-7.527 



40.856 
41.420 



1.00 
1.00 



30.39 
25.89 



8 O 



ATOM 11624 CB VAL P 323 



-10.627 



-32.663 
-31.812 



ATOM 11625 CGI VAL P 323 



-10.768 



41.0^^ 



1.00 
1.00 



24.84 

26.70 



ATOM 11626 CG2 VAL P 323 



-11.891 



ATOM 11627 N ASP P 324 



ATOM 



ATOM 



11628 
1162» 



ATOM 11630 O 



CA ASP P 324 
C ASP P 324 
ASP P 324 



-7.745 
-6.590 



43.046 
43.569 



-33.387' 
-32.883 



-6.990 
-7.905 



43.682 



-32.210 
-30.^16 



1.00 



1.00 



29.87 
32.62 



7 O 



6 P 



44 .464 -30.402 
32.757 



1.00 32.53 



6 P 



1.00 
1.00 



29.65 



8 O 



-2 
c 



ATOM 11631 CB ASP P 324 



-6.207 



44.940 
45.617 



35.34 
38.29 



ATOM 



ATOM 



11632 
11633 



CG ASP P 324 



-5.000 



ATOM 11634 



DPI ASP P 324 
OP2 ASP P 324 



-4.192 
-4.822 



32.17^ 1.00 

46.123 -32.991 iTOO 



45.697 
42.898 



-30.944 



1.00 

1.00 



40.08 
38.42 



6 O 



7 D 



_C 
O 



_0 
N 



ATOM 11635 



ATOM 11636 



N ILE P 325 
CA ILE P 325 



-6.2^5 
-6.648 



ATOM 11637 C ILE P 325 



-6.448 



42.796 
44.093 



-29.911 



31.42 



ATOM 



ATOM 



11638 
11639 



ILE O 325" 



CB ILE P 325 



-7.146 
-6.003 



44.248 
41.586 



•28.513 
-27.756 



1.00 32.03 



ATOM 11640 CGI .ILE P 325 



-4.477 41.740 



-26.745 
27.814 



1.00 31.86 



6 O 



ATOM 11641 



ATOM 11642 



CG2 ILE O 325 
CPl ILE P 325 



-6.308 40.331 



-27.6^2 
-28.611 



1.00 
1.00 



32.75 
32.62 



8 O 

nr"p" 



1.00 



ATOM 11643 



ATOM 11644 



N GLO 0 326 
CA GLO P 3^6 



-3.847 
-5.^2i 



40.688 



45.007 



-26.758 
-28.^54 



1.00 
1.00 



33.54 
32.2^ 



■6~0" 



-5.455 46.259 -27.527 



TToo" 
"iToo" 



33.27 



6 P 



32.05 
34.67 



ATOM 11645 C GLO O 32f 



-6.448 47.324 -27.971 



1.00 
1.00 



36.01 



6 P 



c 



c 



o 



ATOM 1164 6 O GLU D 32 6 



-6.738 
-4.067 



48.220 



-27.158 
27.^38 



35.30 



8 0_ 

6 P 



ATOM 11647 CB GLP P 326 



46.876 



-3!o28 46.124 -26.800 



1.00 

Troo 



34.91 
3^.27 



"6^P 
"6~P" 



c 



ATOM 11648 CG GLP O 326 



ATOM 11649 CP GLP P 326 



-1.621 



ATOM 11650 OEl GLO P 326 



-0.709 
-1.393 



46.577 
46.381 



-27.118 1.00 37.76 



-26.277 
■26.237 



1 .00 
.00 



38.47 
40.86 



_8 P^ 

8 D 



_C 

o 



ATOM 11651 OE2 GLO P 326 



47.092 
47.252 



2^.233 
-29.633 



ATOM 11652 M THR P 327 



-6.877 



1.00 
1.00 



33.36 



J P_ 

6 P 



ATOM 11653 CA THR P 327 



-7.613 48.318 



-9^244 47.822 -29.764 



33.91 
34.24 



_C 
C 



ATOM 11654 C THR P 327 



ATOM 11655 O THR P 327 



-10.154 



48.642 
48.886 



-29.839 
-31.013 



1.00 

TToo 



6 P 



33.43 
33.91 



8 P 

"6""P" 



C 



ATOM 



ATOM_ 



11656 
11657 



CB THR P 327 



-7.427 



OGl THR P 327 



-7!505 47.766 -31.903 



1.00 
1.00 



32.85 
35.23 



8 D 
"5~P" 



jO 

c 



ATOM 11658 CG2 THR P 327 



-6.044 49.504 



-31.037 
-29.879 



1.00 

TToo 



33.86 



ATOM 11659 



ATOM 11660 



N HIS P 328 
CA HIS P 328 



-9.433 
-10.734 



46.504 



7 D 



45.937 



>30.163 
-31.592 



1.00 
1.00 



32.97 
33.08 



6 D 



_C 

c 



ATOM 11661 C HIS P 328 



-11.199 46.221 



ATOM 11662 O HIS P 328 



-12.375 
-11.802 



45.997 
46.392 



-31.920 



1.00 
1.00 



32.84 
34.59 



8 D 

"6—5" 



_0 
C 



ATOM 11663 CB HIS P 328 



-29.178 
-27.860 



ATOM 11664 CG HIS P 328 



11.649 45.692 



NPl HIS P 328 -11.856 46.320 -26.667 



7 . D 



_C 
N 



ATOM 11665 



1.00 
1.00 



36.29 
34.64 



ATOM 11666_ 



CP2 HIS P 328 
CEl HIS P 328 



-11.297 
-11.659 



44.412 -27.586 



37.3^ 
35.35 



6 D 



_c 



ATOM 11667 



ATOM 11668 NE2 HIS P 328" 



-11.304 
-10.299 



45.4 47 -25.683 
-2^.22^ 



1.00 



44.287 
46.6^3 



-32.469 
-33.867" 



1.00 
1.00 



7 O 



ATOM 11669 N GLP P 329 



34.16 
35.77 



JJ 
C 



ATOM 11670 CA GLP P 329 



-10.687 
-10.394 



46.818 
45.634 



1.00 
1.00 



36.40 
33.95 



6 D_ 

6 D 



ATOM 11671 C GLP P 329 



-34.690 



-9.424 44.922 '34T3BT 



_C 
G 



ATOM 11672 O GLP P 329 



1.00 
1.00 



8 D 

6 D. 



ATOM 11673 • CB GLP P 329 



-9.900 48.069 -34.388 



ATOM 11674 CG GLP P 329 



ATOM 11675 CP GLP P 329 



-10.281 
-11.638 



49.411 
49.865 



-33.792 
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1.00 19.82" 



J P_ 

8 P 



O 



LEO P 363 



2.540 -2.508 -15.960 



ATOM 
ATOM 



11920 
11921 



CB LEO P 363 



3!973 -0.544 -ie."087 



CG LEO P 363 



5.075 
5.710 



-0.564 -19.159 



1.00 18.^5 
"1.00 19-3r 



o'fton -191273 1.00 19.59 



_6 D_ 

6 P 



_C 
C 



ATOM IIS22 CDl LEO D 363 
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ATCM 11923 CD2 LEU D 363 6.113 -1.667 -18.975 1.00 15.24 6 D C 

"atom 11924 H GLU D 364 0.952 -1.502 -17.213 1.00 20.82 7 D N 

ATOM 11925 CA GLU D 364 -0.013 -1.635 -16.133 1.00 19.56 6 D C 

ATOM ll92^ C GLO D 364 -0.539 -3.064 -16.067 1.00 17.92 6 D C 

ATOM 119^7 O GLO D 364 -0.640 -3.638 -14.978 1.00 16.35 8 D O- 

ATOM 11928 CB GLO P 364 -1.129 -0.620 -16.386 1>00 21.12 6 D C 

ATOM 11929 CG AGLD D 364 -0.802 0.805 -15.948 0.50 22.05 6 D C 

A TOM 11930 CG BGLU P 364 -2.406 -0.789 -15.639 0.50 21.93 6 D C 

ATO M ll^^l CP AGLD D 364 -1.818 1.813 -16.460 0.50 23.60 6 0 C 

ATOM ll932 CP BGLO P 3^4 -3.^67 0.174 -16.057 0.50 22.55 6 D C 

ATOM 11933 OEIAGLO P 364 -2.908 1.416 -16.944 0.50 23.47 8 0 O 

ATOM 11934 0E1B6L0 P 364 -3.302 1.235 -16.650 0.50 22.19 8 P O 

ATOM 11935 0E2AGL0 P 364 -1.523 3.021 -16.409 0.50 24.05 8 P O 

ATOM 11936 0E2BGLU P 364 -4.644 -0.199 -15.743 0.50 24.41 8 P O 

ATOM 11937 N LYS P 365 -0.760 -3.708 -17.199 1.00 16.73 7 0 N 

ATOM 11938 CA LYS P 365 -1.325 -5.056 -17.115 1.00 17.93 6 P C 

A TOM 11939 C LYS P 365 -0.314 -6.075 -16.589 1.00 18.46 6 D C 

ATOM 11940 O LYS P 365 -CVSe -6.997 -15.895 1.00 19.62 8 D ~0 

ATOM 11941 CB LYS P 365 -1.888 -5.526 -18.464 1.00 16.31 6 D C 

ATOM 11942 CG LYS 0 365 -2.409 -6.948 -18.497 1.00 17.43 6 0 C 

ATOM 11943 CP LYS P 365 -3.299 -7.189 -19.718 1.00 19.01 6 P C 

ATOM 11944 CE LYS P 365 -3.615 -8.677 -19.888 1.00 19.53 6 P C 

ATOM 11945 NZ LYS P 365 -4.082 -9.280 -18.592 1.00 20.26 7 P 5 

ATOM 11946 N PHE O 366 0.949 -5.981 -16.990 1.00 19.05 7 P N 

AtW 11947 CA PHE O 366 1.927 -7.008 -16.643 1.00 18.37 6 P C 

ATOM 11948 C PHE P 366 3.023 -6.619 -15.671 1.00 19.60 6 P C 

ATOM 11^49 O' PHE P 366 3.445 -5.486 -15.652 1.00 18.87 8 0 O 

A TOM 11^56 CB PHE P 36l6 2.620 -7.496 -17.951 1.00 16.72 6 P C 

ATOM 11951 CG PHE P ^^6 1.704 -8.017 -19.030 1.00 16.37 6 P C 

ATO M 11952 CPl PHE P 366 1.380 -7.220 -20.121 1.00 14.32 6 P C 

ATOM 11953 CP2 PHE P 36^ 1.147 -9.302 -18.917 1.00 16.99 6 P C 

ATOM 11954 CEl PHE P 366 0.527 -7.659 -21.123 1.00 14.05 6 P C 

ATOM 11955 CE2.PHE P 366 0.272 -9.735 -19.940 1.00 16.84 6 P C 

ATOM 11956 CZ PHE P 366 0.005 -8.951 -21.023 1.00 14.03 6 P C 

ATOM 11957 N SER P 367 3.543 -7.591 -14.903 1.00 18.80 7 0 W 

ATOM 11958 CA SER D 367 4.690 -7.329 -14.022 1.00 19.77 6 P C 

ATOM 11959 C SER D 367 5.752 -6.674 -14.916 1.00 18.59 6 P C 

ATOM 11960 O SER P 367 6.065 -7.254 -15.946 1.00 16.12 BP O 

ATOM 11961. CB SER P 367 5.262 -8.630 -13.434 1.00 18.46 6 P C 

ATOM 11962 OG SER O 367 4.228 -9.395 -12.825 1.00 18.08 8 O O 

ATOM 119^3 W SER P 3^8 6.234 -5.511 -14.519 1.00 18.68 7 0 M 

ATOM 11964 CA SER P 368 7.138 -4.809 -15.403 1.00 19.40 6 P C 

ATOM 11965 C SER O 368 8.103 -3.867 -14.717 1.00 19.32 6 P C 

ATOM 11966 O SER P 368 8.394 -2.801 -15.295 1.00 20.43 8 P ~ 

ATOM 11967 CB SER P 368 ^.225 -4.088 -16.427 1.00 17.52 6 P C 

ATOM 11968 OG SER P 368 5.373 -3.168 -15.713 1.00 19.87 8 P O 

ATOM 11969 N ASP P 369 8.637 -4.227 -13.558 1.00 18.36. 7 P H 

ATOM 11970 CA ASP P 369^ 9.708 -3.418 -12.948 1.00 17.88 6 P C • 

ATOM 11971 C ASP P 369 10.948 -3.518 -13.822 1.00 16.71 6 P C 

AT^I 11972 O ASP P 369 11.832 -2.640 -13.845 1.00 15.38. 8 P 6 

ATOM 11973 CB ASP P 369 10.087 -3.899 -11.514 1.00 19.79 6 P C 

ATOM 11974 CG ASP P 3^9 9.076 -3.439 -10.468 1.00 21.79 6 0 C 

ATOM 11975 OPl ASP P 3^^ 8.980 -3.947 -9.333 1.00 21.63 8 0 O 

ATOM .11976 OP^ ASP P 369 8.370 -2.452 -10.794 1.00 23.09 8 P O 

ATOM 11977 M ASW P ^76 11.080 -4.648 -14.516 1.00 17.30 7 P N 

ATOM 11978 CA ASN P 370 12.228 -4.697 -15.385 1.00 16.45 6 P C 

ATOM 11979 C ASM P 370 11.826 -5.648 -16.648 1.00 17.83 6 0 C 

ATOM 11980 O ASN P 370 10.814 -6.347 -16.714 1.00 17.02 8 P 0 

ATOM 11981 CB ASN P 370 13.374 -5.585 -14.651 1.00 17.04 6 0 ~C 

ATOM 11982 CG ASN P 370 12.970 -6.936 -14.104 1.00 17.48 6 P C 

ATOM 1198^ OPl ASN P ^70 1^.772- -7.837 -14.687 1.00 17.69 8 D ~0 

ATOM 11984 NP2 ASN P 376 1^.764 -7.107 -12.808 1.00 16.94 7 P N 

ATOM 11985 W LEP P 371 12.702 -5.622 -17.667 1.00 17.65 7 P N 

• ATOM 11986 CA LEO P 371 12.354 -6.165 -18.982 1.00 18.22 6 P C 

A TOM "11987 C LEO P 371 12.185 -7.665 -18.964 1.00 18.50 6 P C 

ATOM 11988 O LEU P 371 11.255 -8.228 -19.522 1.00 19.61 8 P ~0 

ATOM 11989 CB LEO P 371 13.363 -5.701 -20.043 1.00 19.74 6 P C 

ATOM 11990 CG LEU P 371 12.969 -6.049 -21.494 1.00 21.22 6 P C 

ATOM 11991 CPl LED P 371 11.666 -5. 354 -21.914 1.00 19.84 6 P C 

MOR 11992 CP^ LED P 371 14.032 -5.643 -22.509 1.00 19.70 6 P C 

ATOM 11993 N GLU P 372 13.116 -8.339 -18.303 1.00 19.36 7 P N * 

ATOM 11994 CA GLU P 372 13.083 .-9.780 -18.166 1.00 21.75 6 P C • 

ATOM 11995 C GLU P 372 11.735 -10.219 -17.623 1.00 20.78 6 P C 

ATOM 11996 O GLU O 372 11.106 -11.056 -18.286 1.00 19.91 8 O O 

ATOM 11997 CB GLU P 372 14.238 -10.248 -17.269 1.00 24.51 6 P C 

ATOM 11998 CG GLO P 372 14.477 -11.755 -17.239 1.00 30.41 6 P C 

ATOM 11999 CP GLU P 372 15.776 -11.974 -16.464 1.00 32.07 6 P C 

ATOM 12000 OEl GLO P 372 15.647 -12.042 -15.238 1.00 33.89 8 P O 

ATOM l^Obl OE2 GLD P 372 16.898 -11.994 -17.007 1.00 34.96 8 p Q 
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ATOM 12002 N GLO D 373 



11.300 



ATOM 12003 CA GLO D 373 



10.004 
8.867 



-9.718 -16>469 
-10.^48 -15>986 



1.00 18.61 



1.00 20.18 



_6 

6 D 



_c 

o 



ATOM 12004 C GLU D 373 



—9,863 -16.927 1.00 17.35 
16.993 



1.00 



ATOM 12005 O GLO D 373 



7.859 -10.572 - 



14.533 
14.297 



17.09 



ATOM 12006 . CB GLO D 3'73 



9.679 -9.829 



1.00 



20,01 

^0.16 



ATOM 12007 CG GLO D 373 



9.607 
9.383 



-8.319 - 



ATOM 12008 CP GLO D 373 



-7.910 -12.850 1.00 22.79 



ATOM 



ATOM 



12009 
12010 



OEl GLO D 373 



8.719 



0E2 GLO D 373 



9.913 



ATOM 12011 N LEO D 374 



8.918 -8.676 



-6.865 - 12 .574 1.00 22.63 
-8.548 



-11.903 
-17.^20 



18.446 
19.656 



1.00 
1.00 



1.00 



20.68 
16.70 



8 D 



16.92 
16.42 



^ D 



ATOM 12012 CA LEO D 374 



7.861 -8.284 - 



ATOM 



ATOM 



12013 
12014 



LEO D 374 



7.740 "9,192 



LEO D 374 



67?67 -9.624 -20.062 



1.00 
TTOO 



ATOM 12015 CB LEO D 374 



8.174 



-6.851 
"-6. 340 



-18.944" 
-26.004 



1.00 



15.47 
17.19 



8 D 



c 
c 

ji 
_c 
_^ 
_o 
_c 

c 
Zc 

c 

N 
M 
C 
C 
O 

c 
c 
c 
o 



ATOM 12016 CG LEO D 374" 



7.185 



1,00 
1.00 



18.76 



ATOM 12017 CDl LEO P 374 



5.742 
7.57^ 



-6.461 
-4.8^9 



-19.543 
-20.340 



14.72 



ATOM 12018 CD2 LEO D 374 



20.274 
21.400 



1.00 18.82 



6 D 



ATOM 12019 W LYS D 375 



8.919 -9,454 - 



1.00 



ATOM 12020 CA LYS D 375 



8.989 -10.364 -: 



1.00 



17.20 
18.85 



ATOM 12021 C LYS D 375 



8 . 494 -11.733 -20.944 



1.00 
TTOO 



19.42 



6 D 



ATOM 12022 O LYS D 375 



7.680 -12.312 



-21.670 
-^:^.012 



1.00 
1.00 



19.79 
20-li 



ATOM 12023 CB LYS D 375 



10,405 -10.513 



ATOM 12024 CG LYS D 375" 



10.732 



>9.320 
-9.099 



-22.858 
-23.260 



23.88 



6 D 



ATOM 12025 CP LYS D 375 
ATOM 



120^6 CE LYS D 375" 



12.175 



1.00 27.15 



12.739 
13.920 



-10.247 -24.073 1.00 32.41 



T D 
7 0 



ATOM 12027 NZ LYS P 375 



-9.683 
-12.174 



-24.867 
-19.773 



1.00 37.21 



ATOM 12028 N GLN D 376 



ATOM 12029 CA GLN D 37 6 



8,878 
8.354 



1.00 20. 



-13.433 -19.244 1.00 21.92" 



_7 P 



ATOM 12030 C GLN P 376 



6.842 
6.134 



- 13.370 -19.075 
-19.498 



1.00 
1.00 



20.39 



6 P_^ 



ATOM 12031 



ATOM 12032" 



O GLN P 376 
CB GLN P 376 



-14.287 



19.29 



9!072 -13.769 -17.918 1.00 23.39 



ATOM 12033 



12034 



CG . GLN P 376 
CP GLN P 376 



12035 



OEl GLN P 376 
NE2 GLN O 376 



10.411 
11.396 



-14.437 



12.579 



14.370 
-1^.753 



-18.123 
-16.977 



-15,909 
-17.210 



1.00 



28.73 
32.21 



6 O 



1.00 34.0?" 



"g~P" 

8 P 



ATOM 12036 



ATOM 12037 



ATOM 12038 



ATOM 12039 C 



N ALA 0 377 
CA ALA P 377 
ALA O 377 



6.316 



-14.967 



1.00 33.55 



4.882 



-12.321 
12.165 



4.0^6 -12.173 



-18.425 
-18.228 



1.00 



1.00 



-19.519 
-19.663 



TTOO" 



18.29 
18.70 



19.01 
17.21 



7 P 



8 P 



J! 
_c 
_c 
_o 
__c 

_N 

c 

O 

c 
c 
c 



ATOM 12040 O ALA D 377 



3.060 -12.888 



1.00 



ATOM 12041 CB ALA P 377 



4.582 -10.909 



ATOM 12042 N VAL P 378 



4.592 -11.511 



-17.398 
-20.545 



1.00 15.71 



21.^39 
22.557 



1.00 19.72 



7 D 
6 P 



ATOM 



ATOM 



12043 
12044 



CA VAL O 378 
VAL D 371" 



3,928 -11.441 - 



1.00 18,52 



3.938 -12,790 



1.00 20.28 



6 O 



ATOM 12045 O VAL D 378 



2. 990 -13.214 -23.057 
-22.697 



1.00 18.55 



_8 P_ 

•6 P 



ATOM 



1204 6 CB VAL P 378 



4.483 -10,302_ 
-10.303 



1.00 18.46 



ATOM 



12047 CGI VAL 0 378 



3.848 



ATOM 1204 8 CG2 VAL D 378 



4.181 -8.947 



-24.083 
-22.048 



1,00 18.58" 



1.00 17.15 



_6 P_ 

6 P 



ATOM 12049 N ALA P 379 



5.044 



-13.505 
14.834 



-22.508 
-23.162 



1.00 



21.06 
20.88 



7 P 

"T^P" 



ATOM 12050 CA ALA P 379 



5.091 



ATOM 12051 C ALA O 379 



4.083 



-15.149 
-16.^80 



-22.518 
-2i.l71 



1.00 



1,00 20.99 



8 P 



_C 
C 
O 

_C 
N 

_C 

c 

O 

c 
c 
c 
c 

N 
N 
C 
C 
O 
C 

c 

N 

C 
C 
N 
N 
C 

c 
o 
c 
c 

C 
N 



ATOM 12052 O ALA 0 379 



3.421 



ATOM 12053 CB ALA D 379 



6.519 -15.428 - 



•23.017 
21.176 



1.00 21.19 



1.00 



16.31 
22.63 



"6~P" 
7 P 



ATOM 12054 N LYS P 380 



4.082 -15,759 - 



3.167 -16,619 -20.421 
1.717 -16.277 -20_^76r 



1.00 



"T^P 
6 P 



ATOM 12055 CA LYS P 380 



1.00 23.55 



ATOM 12056 C LYS P 380" 



o!899 -17.169 -20.946 1.00 



1.00 22.49 



ATOM 12057 O LYS P 380 



ATOM 



ATOM 



12058 
12059" 



CB ' LYS O 380 



CG LYS D 380 



3.406 -16.519 



2.521 



-17.437 
11.447 



18.900 
18.058 



-16.597 

2.053 -1^.115 -15.590 



1.00 
1.00 



20.85 
27.00 



29.4^ 



8 P 

"rnr 



ATOM 12060 CP LYS O 380 



2.890 



1.00 30,15 



7 P 



ATOM 12061 CE LYS P 380 



ziTQM 12062 NZ LYS P 380 



0.658 -17,128 -15.313 1,00 



1.00 33.49 



30.56 
19.46 



ATOM 12063 N HIS P 381 



1.370 -14.988 -20.783 1-00 



ATOM 12064 CA HIS P 381 



0.028 -14.565 -21.149 1.00 19727 



6 0 

T""0" 



ATOM 12065 C HIS P 381 



ATOM 12066 O HIS P 381 



-0.285 
-1.398 



14.937 -22.585 1.00 19.75 



15.388 -22.823 
20.944 



1.00 19.99 



8 ■ P 

6 P 



ATOM 12067 CB HIS P 381 



-0.050 -13.026 - 



1.00 



20.84 
22.93 



"r""o" 



ATOM 12068 CG HIS P 381 



-1.419 -12,578 -21.398 1>00 



ivTOM 12069 NPl HIS O 381 



-2.511 -12.773 -20.588 1,00 22.39 



7 P_ 

1 o" 



ATOM 12070 CP2 HIS P 381" 



-1 . 843 -11.975 - 



22.519 
21.210 



1.00 20.38 



ATOM 12071 CEl HIS P 381 



-3.582 -12.285 



1.00 23.78 



ATOM 12072 NE2 HIS P 381 



-3^201 -11.819 -22.368 1.00 23.15 7" 



aTnM 12073 N ARG P 382 



636 -14.843 -23.536 1.00 19.08 



J7 B_ 

6 P 



ATOM 12074 CA ARG P 382 



0 .329- 1 5 . 254 -24.904 1.00 



21.03 
21.69 



8 P 



ATOM 12075 C ARG O 382 



0.152 -16.783 -25.016 1.00 



0,783 -17!l79 -25.692 1,00 Zz742" 



ATOM 12076 O ARG P 382" 



ATOM 12077 CB ARG P 382 



ATOM 



ATOM 



12078 
12079 



CG ARG P 382 



1.401 -14!fl31 -25,898 1,00 21.85 



CP ARG P 382 
NE ARG P 382 



1.438 
2.739 



-13.359 
-12.982 



-2^,24^ rToO" 



-26.940 

2.58^ -11-650 -Z7.aj>A 



1.00 



22.76 
22.59 



6 O 

"r""D- 



"S~p" 

7 P 



ATOM 12080 



1.00 24.96" 
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ATOM 12081 CZ ARG D 382 



3>581 
4>833 



>10>824 
>11,216 



-27.799 
■27.476 



1.00 24.99 
1.00 26. 2T" 



7 D 



Ji 

_N 

_c 
_c 
^ 

_c 

__0 

_ji 
«£ 
«£ 
-2 
c 
c 
c 
c 
c 
c 
c 
o 



ATOM 12082 NHl ARG D 38Z 



:390" 



:89" 



ATOM 12083 NH2 ARG D 382 



3.298 -9.673 



-28.-- 
■24.188 



1.00 23 
1.00 22 



ATOM 12084 N ASP D 383 
ATOM 12085 CA ASP D 383 



0.831 
0.614 



>17.5S3 
-18.998 



07 



ATOM 12086 G ASP 



ATOM 12087 O ASP 



P 383 
P 383 



■0.759 >19.329 -23.61t> 



"24.1^9 1.00 23.91 6 D 



-1.494 -20.164 -24.146 



1.00 23. OT 
1.00 22. 2T 



6 D 



ATOM 12088 CB ASP P 383 
ATOM 12089 CG ASP D 383 



1.685 -19.688 



ATOM 12090 ODl ASP D 38T" 



1.498 -21.197 - 



1.078 -21.826 
1.665 -21.748 



23.287 
23.393 



1.00 27.1. 
1.00 31. 9T 



.20 



"8^ 



22.404 1.00 35.64 8 



ATOM 12091- 0D2 ASP P 383 



-24.505 



1.00 33.58 
1.00 21.97 



ATOM 12092 W TYR P 384 



-1.139 -18.657 -22.527 



ATOM 12093 CA TYR P 384 



-2.460 



ATOM 12094 C TYR P 384 



-3.541 



-18.848 
-18.529 



-21.927 
-^2.957" 



1.00 21.77 
1,00 21.^ 



6 0 



-4 .542 -19.242 -23.105 1>00 20.26 8 

1>00 22.84 



6 P 



ATOM 12095 O • TYR P 384 



ATOM 12096 CB TYR D 384 



-2.628 -17.999 -20.627 



-20.024 1.00 22>89 6 



P 

6^ 



ATOM 



ATOM 



12097 
12098 



CG TYR P 384 



CPl TYR P 384 



-3.989 



-4.183 



-18.300 
-19.345 



ATOM 12099 C02 TYR P 384 



ATOM 12100 CEl TYR P 3"8T" 



-5.096 -17.562 -20.423 
-5.437 -19.631 -18.6_3i_ 



-19.134 1.00 24.49 6 P 



1.00 24.14 



-19.631 

-6.363 -17.833 



1.00 23.70 



6 P 



ATOM 12101 CE2 TYR P 384 



19.919 
19.034 



1.00 24.52 
1.00 24.35 



ATOM 12102 CZ TYR P 



ATOM 12103 OH TYR P 



384 
38r 



-6.507 -18.887 - 



-7.773 - 



19.148 
17.364 



-18.580 1.00 23.96 8 D 



-23.62^ 



ATOM 12104 N THR P 385 



-3.420 



1.00 18. < 

1.06 20. S5 



7 P 
"g— P" 



ATOM 



12105 CA THR P SSF" 



ATOM 



1210^ C THR P"38F" 



-4.390 
-4.566 



-16.935 -24.618 



17.934 

5.677 -18.236 



-25.761 1.00 20.70 6 P" 



-26. 170 1.00 19. 

1.00 19.85 



67 S 



_C 
_0 

_c 

c 
c 
o 
c 
c 
c 
c 

M 
H 

c 
c 
o 
c 
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o 

N 
» 

c 
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o 
c 
c 
c 
c 
c 
c 
c 
o 
o 

CO 



ATOM 12i07 O THR P 385 



ATOM 12108 CB THR P 385 



-3.760 -15.649 



ATOM 12109 OGl THR P 385 



ATOM 12110 CG2 THR P 385 



ATOM 12111 N I>YS P 



ATOM 12112 CA LYS P 



386 
386 



-3.806 -14.693 
-4.557 -15.168 



>25.225 
-24.191 



1.00 20.02 



O 



-3.432 -18.370 
-3.411 -19.341 
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-33.192 


4.092 


-27.430 


1.00 


26.25 


8 






ATOM 


12529 


OWO 


WAT 


w 


29 


4.129 


10.221 


-26.708 


1.00 


17.46 


. 8 






ATOM 


12530 


OWO 


WAT 


H 


30 


5.127 


-4.123 


-12.400 


1.00 


20.46 


8 






ATOM 


12531 


OWO 


WAT 


H 


31 


-5.030 


-11.922 


-17.846 


1.00 


18.46 


8 






ATOM 


12532 


OWO 


WAT 


W 


32 


11.584 


1^.064 


-34.481 


1.00 


18.90 


8 






ATCm 


12533 


OWO 


WAT 


w 


33 


-8.101 


22.083 


-0.059 


1.00 


22.15 


8 






Mm 


12534 


OWO 


WAT 


H 


34 


-22.882 


25.941 


-33,313 


1.00 


24.11 


8 






ATOM 


1253S 


OWO 


WAT 


W 


35 


-19.5.40 


8.674 


-17.218 


1.00 


24.01 


8 






ATOM 


12536 


OWO 


WAT 


w 


36 


-8.119 


18. 104 


0.003 


1.00 


16.54 


8 






ATOM 


12537 


OWO 


WAT 


w 


37 


-8.412 


-16. 620 


-11.040 


1.00 


13.83 


8 






ATOM 


12538 


OWO 


WAT 


w 


38 


21.620 


22.217 


-3.5-)6 


1.00 


22.88 


8 






ATOM 


12539 


OWO 


WAT 


w 


39 


-8.996 


22.056 


-29.589 


iToo 


18.97 


8 






ATOM 


12540 


OWO 


WAT 


w 


A l\ 

hV 


—^1 « ^aSJ 


27.951 


-it. 002 


1.00 


32.92 


8 






ATOM 


12541 


OWO 


WAT 


w 


41 


18,595 


-2.521 


o.b^d 


1-00 


20,05 


8 






ATOM 


12542 


OWO 


• WAT 


w 


42 


-12.747 


8. 164 


3.033 


1.00 


21-73 


8 






ATOM 


12543 


OWO 


WAT 


w 


43 


15.993 


24. 609 


17.210 


1.00 


23.41 


8 






ATOM 


12544 


OWO 


WAT 


w 


44 


10.104 


-11.569 


-2.778 


1.00 


16.71 


8 






ATOM 


12545 


OWO 


WAT 


w 


45" 


-0.719 


22.155 


-27.305 


1.00 


21.01 


8 






ATOM 


12546 


OWO 


WAT 


w 


46 


21.998 


12.446 


-14.354 


1.00 


20.32 


8 






ATOM 


12547 


OWO 


WAT 


w 


47 


-14.282 


-1. 679 


-27.767 


1.00 


22.37 


8 






ATOM 


12548 


OWO 


WAT 


w 


48 


-7.502 


-0.932 


-18.507 


1.00 22.03 


8 






ATOM 


12549 


OWO 


WAT 


w 


49 


-12.899 


22.388 


13.174 


1.00 


17.84 


8 






ATOM 


12550 


OWO 


WAT 


w 


50 


-21.599 


10.210 


-16.286 


1.00 


16.57 








ATOM 


- 12551 


OWO 


HAT 


H 


51 


1.721 


11.034 


-17.613 


1.00 20.97 


8 







wo 2004/029239 



T/GB2003/004104 



160/189 



ATOM 12552 
RTOM 12553 



OWO WAT W 52 
OWO WAT W 53 



-9.210 
12.821 



0.526 3.948 
-9.490 -9.714 



1.00 21.98 
1.00 23.58 



ATOM 12554 
ATOM 12555 



OWO WAT W 54_ 



10.418 -7.498 13.346 



1.00 21.71 
1.00 21.14 



ATOM 12556 
ATOM 12557 



OWO WAT W 55 



OWO WAT W 5^ 



19.771 5,505 -13.450 
19.530 -2.777 6. 335 



1.00 19.31 8 



1.00 19.88 8 
1.00 19. 8T 



OWO WAT W 57 



-2.004 -13.758 -18.025 
5.851 -2.025 -6.082 



ATOM 12558 OWO WAT W b¥ 



8 



ATOM 12"559' 
ATOM 12560 



OWO WAT W 59 



ATOM 12561 
ATOM 12562 



OWO WAT W 60 
OWO WAT W 61 



7.504 22 .774 -27.051 1.00 21.46 

1,00 24.76 



11.157 
-23.469 - 



12.143 
il.68l 



-6.709 



10.942 32.l3^_r22^JjT 



'8!429 1.00 20.04" 



8 



1.00 19.23 8 
1.00 24.'7g 8 



ATOM 12563 
ATOM 12564 



OWO WAT W 62 
OWO WAT W 63, 



-15 . 126 38 . 052 -24.758 



ATOM 12565 
ATOM 1256 6_ 



OWO WAT W 64_ 



OWO WAT W 65 



-19.707 
-14.249 



17.301 
27.368 



4.902 
b.968 



1.00 26.96 8 



32.423 4.540 -l^.«i:> 
-28.414 11.370 1. 089 



1.00 16.69 
1.00 23.20 



OWO WAT W 66 



ATOM 12567 OWO WAT W 67 



ATOM 12568 OWO WAT W 



-2.205 23.461 - 



ATOM 12569 



ATOM 12570 
ATOM 12571 



OWO WAT W 69 
OWO WAT W 70 



-1.766" 
-25.643 



36.882 



11.049 
13.323 



1.00 23.20 
1.00 18.75" 



1.00 15.39 



7.694 
2.761 



"8 
1 



5.075 1.00 19.45 



ATOM 1257ig 



OWO WAT W 71 



ATOM 1257T 



ATOM 12574 
ATOM 12575 
ATOM 12576 



OWO WAT W 72 _ 
OWO WAT W 73 
OWO WAT W 74 



-17.923 
-^.^51 



- 24.0^^ 
-6.777 



-^.052 



-15 . 523 1.00 18.86 



OWO WAT W 75 



-0.158 



-4.072 
23.863 



-30.612 
■16.609 



1.00 14.16 



1.00 25.95 



8.818 



-22.693 



1.00 18.13 
1.00 23.16 



-17.402 1.00 20.20 8 



OWO WAT W 76 



-16.213 



14.980 -4.445 



- 32.756 
8.232 



1.00 25.00 
1.00 19. 41" 



ATOM 12577 OWO WAT W 77 



ATOM 12578 
ATOM 12579 



OWO WAT W 78 



1.535 
-14.956 



21 .047 -24.719 
8.077 



1.00 24.78" 
1.00 21.07 



OWO WAT W 79 



10.375 



ATOM 12580 
ATOM 12581 



OWO WAT W 80 



OWO WAT W 81 



-31-623 



15.582 -35.472 



-5.964 4.117 



1.00 17. 0~ 
1.00 18.72 



ATOM 12582 
ATOM 12583 
ATOM 12584 



OWO WAT W 82 



OWO WAT W 83 



-24.457 -10.180 0.748 



21.345 
-15.98^ 



-2.665 
-2.929 



0.572 
-30.566 



1.00 18.21 



OWO WAT W 84 



OWO WAT W 86 



ATOM 12585 OWO WAT W 85 

ATOM 12586 

ATOM 12587 

ATOM 12588 



-33.996 



-5.585 



OWO WAT W 87 



14.907 
23.958 



9.059 
3.292 



-2.207 
0.208 



1.00 17.55 



1.00 22.30 8 



9.769 
6.902 



-1^.690 



1,00 18.46 
1.00 21.97 



8 



8 



1.00 24.57 8 



ATOM 12589 

ATOM 12590 

ATOM 12591 

ATOM 12592 



OWO WAT W 88 



OWO WAT W 89 
OWO WAT W 90 



-8.692 3.146 



OWO WAT W 91 



-5.146 32.991 



3rg9? 

67353 



1.00 17.38 
1,00 31.15" 



21.993 
-9.245 



-5!571 12.459 1.00 22.93 



1,00 22.32 
1.00 21.86 



8 



ATOM 12593 
ATOM 12594 



OWO WAT W 92 
OWO WAT W 93 



7.106 21.801 



-9.892 24.179 -17,0<1Z 



OWO WAT W 94 



6.455 32.643 -24,046" 



1,00 22.32 
1.00 33.09" 



8 
"8 



ATOM 12595 
ATOM 12596 



OWO WAT W 95 



23.774 
-7.832 



24.015 
30.945 



-12.993 
-29.277 



1.00 18.86 8 



OWO WAT W 96 



ATOM 12597 OWO WAT W 9f 



6.838 



-7.427 
-2.290 



-10.667 
12.225 



1,00 15.82 8 



ATOM 12"598' 



ATOM 12599 
ATOM 12600 



OWO WAT W 98 
OWO WAT W 99 



-17.931 



-13.863 30.799 



-0.295 
-25.822 



1.00 21.06 



1,00 21,73 8 



OWO WAT W 100 



ATOM 12601_ 
ATOM 12602_ 



OWO WAT W 101 



-2.465 
-7.435 



■12.442 
21.326 



1.00 15.36 



-18.207 



ATOM 12603 
ATOM 12^04 
ATOM 12605 



OWO WAT W 102 



-15.491 32.598 -5.496 



1,00 17.63" 
1,00 20.00 



OWO WAT W 103 



-2,588 33.886 



ATOM 12606 
ATOM 12607 



OWO WAT W 104 
OWO WAT W 105_ 



4.220 
"157521 



25.115 
18.096. 



-40.109 
-14.693 



1,00 32.41 



8.200 



OWO WAT W 106" 



1.92^ il.802 -25.907' 



OWO WAT W 107 



-18.519 



-3.170 
29.510" 



-22.826 



1.00 20.09 
1.00 22.52 



8 



8 



1.00 15.09 8 
1.00 27.35 8 

1.00 22. rr 5 



6 



ATOM 12^08 OWO WAT W 108 



6.282 
-6.499 



-21.764 



ATOM 12609 OWO WAT W 109 



■11.461 
-3.235 



-28.819 
-i.426 



1.00 23.08" 
1,00 24.79 



ATOM 12610 OWO WAT W llO"" 



-23.78i 



ATOM 12611 
ATOM 12612 



OWO WAT W 111 



14.937 2.447 



5.773 
-21.365 



1.00 14.77 
1.00 16.25 



8 



OWO WAT W»112 



7.265 24.784 



ATOM 12^13 OWO WAT W 113 -22.802 



ATOM 12614 
ATOM 12615 



OWO WAT W 114 



1.869 



16.127 
22.145 



"l!333 1.00 19.36 "8 



OWO WAT W 115 



5.867 



T793r 

24.348 



-27 . 407 1.00 22.49 8 



-6.015 
-28.376 



1.00 19.71 
1.00 22.36 



n^vn ^^.w* ^ — — 

ATOM 12616 OWO WAT W life 



5.586 



19.513- 



l!oO 20.16 8 



• ATOM 12617 



ATOM 12 618 
ATOM 12619_ 



OWO WAT W 117 
OWO WAT W 118 



9.635 
1.661 



38.371 



-3.435 
-20.984 



1,00 18.76 8 



OWO WAT W 119 



-14.960 
-28.967 



-10.452 



- 26.722 
4.632 



1.00 23.04 
1.00 18. go" 



ATOM 12620 
ATOM 12621 



OWO WAT W 120 



13.223 



OWO WAT W 121 



-3.593 



ATOM 12622 
ATOM 12623 
ATOM 12624 



OWO WAT W 122 



-19.892 



9.303 
14.532 



25.423 1.00 29.18"~8 



-3.618 1.00 15,52 § 



OWO WAT W 123 



-17.395 



OWO WAT W 124 



-2.005 



14.085 
5.093 



-1.264 
-47.479 



1.00 19.69 8 



-21.955 
-44.869 



1.00 26.08 



1.00 26.36 
1.00 17.92 



ATOM 12625 
ATOM 126Zb 



OWO WAT W 125 



7.497 40.258 



OWO WAT W 126 



3.721 18.214 



ATOM 12 627 _ 
ATOM 12628 



OWO WAT W 127 



-20.325 



2.643 
13.798 



-19.988 



1.00 23.77 
1,00 21. 3T 



ATOM 1Z629 



OWO WAT W 128 
OWO WAT W. 129 



-12.266 



10.659 



2.027 17.598 



-23.491 

- i.6ii 



1.00 17.59" 
1,00 14. sF" 



_8 
8 

"5 



ATOM 12630 OWb WAT W 130 



-8.824 31.392 



wo 2004/029239 



;T/GB2003/004104 



161/189 



ATOM 12631 



OWO WAT W 131 
OWO WAT W 132 



-15.827 11.682 -16.378 
-17.379 



1-00 
1.00 



19.12 
23.76 



ATOM 12632 



ATOM 12633 OWO WAT W 133" 



-7,303 



8.317 



^3.545 - 
31.333 



ATOM 12634 OWO WAT W 134 



-12.437 11.646 



22. ^8^" 
19.851 



8 



1.00 
1.00 



30.71 8 



23.58 



8 



1.00 18.26 5 



ATOM 12635 OWO WAT W 135 



10,773 -7,529 



-9.727 
-1^.848" 



ATOM 12636 OWO WAT W 136 



-10.011 



29.771 
17.202 



14.8ie 



1.00 

TToo 



20.94 
20.12 



8 



ATOM 12637 OWO WAT W 137 



-6.443 



-34.436 1.00 25.59 8 



ATOM 12638 



OWO WAT W 138 
OWO WAT W 139 



-10.960 
-3.672 



30.142 
25.773 



ATOM 12639 



9.924 



ATOM 12640 OWO WAT W 14^" 



28.65^ -0.135 6.403 



1.00 
1.00 



21.32 



24.83 



ATOM 12641 OWO WAT W 141 



ATOM 12 642 OWO WAT W 142 



-13.872 
23.585 



2l!304 10!400 2.421 1.00 15.43 8 



7.395 :-12.710 1.00 34.49. 



ATOM 12643 OWO WAT W 143^ 



19.354 
13.320 



6,437 



1,00 
1.00 



20,95 
17.06 



8 
"8 



ATOM 12644 OWO WAT W 144 



-9.470 



ATOM 12645 OWO WAT W 145 



-5.026 
-1.750 



8.777 -: 



10.340 
•22.793 



19.072 -11.400 



1.00 



21.69 
24.38 



ATOM 



ATOM 



12646 
12647 



OWO WAT W 146 



OWO WAT W 147 



-4.892 
22.049 



-3.620 -19.376 



1.00 
1.00 



19.42 



12!727 8.920 1-00 19.25 8 



ATOM 12648 



ATOM 12649 



OWO WAT W 148 
OWO WAT W 149 



■=47452 2l!402 -29.296 1.00 22.35 8 



ATOM 12 650 OWO WAT W 150 



2.373 26.795 



17.305 
-16,683 



1.00 

TToo 



21.49 



ATOM 12 651 



QWQ WAT W 151 
OWO WAT W 152 



11,744 



5.729 



33.982 21539 -29.697 



17.50 



1.00 
1.00 



"5 



ATOM 12652 



20.09 
37.28 



ATOM 12653 OWO WAT W 153 



-39.482 11.312 -9.533 



8 



■27795 8 



ATOM 12654 OWO WAT W 154" 



20.582 -1.190 



ATOM 12655 OWO WAT W 155 



10.278 
-10.373 



3.663 
-5.030 



- 16.518 
6.632 



1.00 
TOT 



1.00 

TToo 



19.96 



ATOM 12656 



OWO WAT W 156 
OWO WAT W 157 



7.932 



25.68 8. 



ATOM 12657, 



ATOM 12658 



ATOM 12 659 



OWO WAT W 158 
OWO WAT W 159 



7,013 38.790 



7.411 0.274 



-27.889 
-7.602 



ATOM 12660 OWO WAT W 160 ' 



17!o08 . 9.703 -13.188 



1.00 

TToo 



21.73. 8 



13!294 -416^1 -7.814 1.0"0 



18.52 
18,92 



"8 



17.414 -14.032 . 1.00 23.69 T 



ATOM 12661 OWO WAT W 161" 



ATOM 12662 OWO WAT W 162 



-30.099 
24.722 



-0.422 



'15.850 
-31.353 



1.00 
1.00 



22.23 



8 



ATC»1 12663 OWO WAT W 163 



-6.804 
1.225 . 



32.827 
29.095 



18; 489 
-».6S5 



18.38 8. 



1.00 31.52 8 



ATOM 12664 OWO WAT W 164 



ATOM 12665 OWO WAT W 165 



3.345 



ATOM 12666 OWO WAT W 166 



18.074 



15.262 
15.176 



-21,207 



1.00 
1.00 



31.99 



■2o!701 -1.670 -18,504 1.00 



25.63 
22.82 



ATOM 1^^^7 OWO WAT W 167" 



ATCTl 12668 OWO WAT W 168 



- 16.987 
-9.689 



32.899 
23.601 



28.479 1.00 24.87 8 



ATOM 12669 OWO WAT W 169" 



-32.776 1.00 15.94 8 



ATOM 12670 OWO WAT W 170 



-14.380 18.637 



22.131 
-12.292 



1.00 26.24 8 



ATOM 12671 



OWO WAT W 171 
OWO WAT W 172 



- 11.038 
2.528 



■15.940 
-12.638 



-15.055 



1.00 

TToo" 



23.49 
18.70 



8 



ATOM 12672 



ATOM 12673 OWO WAT W 173 



-11.733 
-=57457" 



-7.158 
22.2S9 



8 



-34.700 1.00 22.79 8 



ATOM 12674 



OWO WAT W 174 
OWO WAT W 175 



18.342 1.00 



-8.856 -14.998 iTOO 



25.70 
27.26 



8 



ATOM 12675 _ . 

ATOM 12676 QWQ WAT W 176 



-16.499 
13.9^0 



8 



6]^29 0.557 1.00 21.03 g 



6!oi2 20.581 -16.107 1.00 28.73 8 



ATOM 12 677 OWO WAT W 177 



ATOM 12678 OWO WAT W 178_ 



16.229 23.427 



-17.400 
23.669 



1.00 



19.29 
20.96 



8 



ATOM 12679 



OWO WAT W 179 
OWO WAT W 180 



-14.404 



30.579 
5.109 



l.OO 



T.755 1.00 24.3^ 8" 



ATOM 12680 
ATOM 12681 



-27.978 



ATOM 12682 



OWO WAT W 181 
OWO WAT W 182 



o!200 18.913 -25.924 1.00 22.80 "7 



ATOM 12683 OWO WAT W 183" 



5.961 -1.544 -8.798 l.OO' 



-25.775 -5.744 -9.145 1.00 



34.41 
17.58 



ATOM 12684 OWO WAT W 164 



22.723 11.035 



ATOM 12665 OWO WAT W 185 



16.991 14.355 



-25.327 
-9.364 



1.00 21.44 



ATOM 12686 OWO WAT W 186 



ATOM 12687 OWO WAT W 187 



0.506 
-8.993 



42.528 
0.300 



-25.931 
20.873 



1.00 
T750 



25.12 
20.01 



8 

"8 



8 



1.00 19.41 8 



-5.114 23.039 1.00 22.86 8 



8 



ATOM 12688 OWO WAT W 188 



-12.272 



1.00 

T7150 



32755" 
23.66 



ATOM 12689 OWO WAT W 189 



ATOM 12690 OWO WAT W 190 



-8.554 
-11,098 



4.427 



41.612 



-14.772 
-18.685 



2^.76 
25.85 



ATOM 12691 OWO WAT W 191" 



-24.253 -2.362 -14. "SIT 



1.00 
1.00 



ATOM 12692 OWO WAT W 192" 



-19.822 



-14.909 
2.910 



-1.139 



40.02 
28.07 



ATOM 12693 OWO WAT W 193 



ATOM 12694 OWO WAT W 194 



11.041 



5.338 7.644 



18.874 
-1.664 



1.00 



1.00 



15.209 4.041 -16.933 l.OO" 



ATOM 12695 



OWO WAT W 195 
OWO WAT W 196 



24,48 
29.59 



ATOM 



12696 



7.745 -9.922 5.993 1.00 



ATOM 12697 OWO WAT W 197" 



-12.550 32.495 



-2.594 
-4.216 



1.00 

-Too 



24.75 
^4.60 



ATOM 12698 OWO WAT W 198 
ATOM 12699" 



ATOM 12700 



OWO WAT W 199 
OWO WAT W 200 



-8.864 
-19.336 



4.907 



ATOM 12701 



OWO WAT W 201 
OWO WAT W 202 



-4.596 
-7.07S 



9.306 
24.193 



9,345 



16.643 



1.00 
1.00 



^721 8 



26.19 



29!703 13.932 1.00 25.01 ^ 



ATOM 12702 



-10.620 



34.790 
16.807 



-8.368 
-3.589 



1.00 21.15 8 



ATOM 12703 OWO WAT W 203 



4.302 
11.876 



1.00 21.11 8 



ATOM 12704 OWO WAT W 204 



3.222 -31.005 



ATOM 12705 OWO WAT W 205 



32.851 -1.411 



-3.548 
-6.973 



1.00 
1.00 



28.29 



21.52 



1.00 
1.00 



8 



2VTQM 12706 OWO WAT W 206 



-3.409 -0.801 



21.01 



ATOM_ 



ATOM 



12707_ 
12708_ 



OWO WAT W 207 



10.056 -13.334 -0.539 



27.78 



OWO WAT W 208 



-12.349 -2.144 35.015 



ATOM 12709 OWO WAT W 209 



-14.815 33.420 -1.708 



1.00 

■T7^ 



26.91 



8 



30708 5 
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ATCfH 12710 OWO WAT W 210 



-16.802 26.649 -26,021 



1,00 
1.00 



15.62 



8 



ATOM 12711 OWO WAT W 2lF 



0.310 
-1.662 



25.928 
6.233 



22.098 



27.41 



ATOM 12712 OWO WAT W 212 



-11.602 
-2.i00 



0.527 
-39.726 



1.00 21.37 8 



ATOM 12713" 



ATOM 12714 



OWO WAT W 213 
OWO WAT W 214 



-16,757 



^ 24.635 
3,963 



32.940 
30.378 



-6.503 
13,193 



1.00 
1.00 



22.72 



8 



T7738 § 



"8 



ATOM 12715 OWO WAT W 215 



1.00 
TTOO 



33.52 



ATOM 12716 OWO WAT W 216 



18.133 



-16,247 
14.94^ 



23.15 

24:5r 



ATOM 12717 



OWO WAT W 217 
OWO WAT W 218 



-21.078 9.842 



34.535 2.058 -7.690 1.00 21.85 8 



ATOM 12718 



1.00 21.42 8 



ATOM 12719 OWO WAT W 219 



-1.910 -9.579 -16.568 
10.514 40.429 -26.479 



1.00 29.76 8 



ATOM 12720 OWO WAT W 220 



1.00 
1,00 



ATOM 12721 



OWO WAT W 221 
OWO WAT W 222 



-5,262 
6.647 



-14.521 



18.578 
46.641 



20.28 



49.91 
19.23 



8 



ATOM 12722 
ATOM 12723 



OWO WAT W 223 
OWO WAT W 224 



24.077 



-2.617 15.944 12.024 1.00 



"8 



3.990 7.124 1.00 22.43 ~§ 



ATOM 12724 



ATOM 12725 OWO WAT W 225 



-26.154 
-16.242 



-20.229 -35.831 
2.650 -17.405 



1.00 28.78 8 



1.00 21.09 8 



ATOM 12726 



OWO WAT W 226 
OWO WAT W 227 



1.442 

-17.344 



1.00 26.96 8 



ATOM 12727 



17.913 



ATOM 12728 



OWO WAT W 228 
OWO WAT W 229 



6.517 23.147 



11.946 
-50.889 



1.00 41.92 • 8 

20.262 -16.489 -3.090 1.00 28.28" 8 



ATOM 12729 



ATOM 12730 OWO WAT W I50~ 



-12.102 27.528 -2.614 1. 00 21.61 8 



20.421 -25.478 1.00 20.19 § 



ATOM 



ATOM 



12731 
12732 



OWO WAT W 231 



OWO WAT W 232 



7,929 
■11.458 



ATOM 12733 OWO WAT W 233 



-29.668 
-2.614 



9.684 
9.702 



5,938 1.00 22.35 8 



2.751 
-29.063 



1.00 30.29 8 



1.00 20.^8 ~g 



ATOM 12734 OWO WAT W 234 



23.553 
39.438 



1.00 
TTOO' 



ATOM 



ATOM 



12735 
12736 



OWO WAT W 235 
OWO WAT W 236 



-8-761 



2.565 



ATOM 12737 OWO WAT W 237 



-18.656 -1.633 -20.371 



13.669 



34.859 
16.597 



-14.112 



1.00 
1.00 



25.58 



22.32 8 



30700 8 



ATOM 12738 



OWO WAT W 238 
OWO WAT W 239 



-38.859 



-33.782 



29.801 -42.702 1.00 29.27 g 



ATOM 1273? 



-14.032 
-16.013 



ATOM 12740 OWO WAT W 240" 



-18 . 060 -14.319 1.00 22.76 8 



ATOM 12741 



OWO WAT W 241 
OWO WAT W 242 



-24.673 



-18.625 
25.462 



-15.601 
-8.867 



1.00 36.66 8 



1.00 33.51 8 



ATOM 12742 



-8.326 
-15.717 



-15.295 
25.029 



■lb.S79 
-1.301 



1.00 24.41 8 



ATOM 12743 OWO WAT W 243" 



ATOM 12744 OWO WAT W 244 



12.907 



ATCai 12745 OWO WAT W 245 



6,418 13.134 20.215 



1.00 



ATOM 



ATOM 



12746 
12747 



OWO WAT W 24 6 



-12.068 24.201 -5.114 



1.00 
1.00 



16.63 
32.52 



OWO WAT W 247 



-4.6^8 12,354 2,456 1.00 26.61 



8 



8 



20.48 8 



8 
"8 



ATOM 12748 OWO WAT W 248 
ATOM 1274 9 OWO WAT W 249 
ATOM 12750 OWO WAT W 2*50" 



-14.249 10.572 5.284 1.00 23.76 



-28.786 20.792 5.856 1.00 23,74 8 



5.751 



2.554 
35.300 



■12.269 
6.456 



1,00 30.72 8 



ATOM 12751 OWO WAT W 251 -18.177 
ATOM 12752 OWO WAT W 252 -8.092 
ATOM 12753 OWO WAT W 253 ' -23.775 



1.00 25.35 



ATOM 12754 
ATOM 12755 



ATOM 12756 



OWO WAT W 254 
OWO WAT W 255 



OWO WAT W 256 
OWO WAT W 257 



17.614 
-25.635 



29.366 
25.070 



-26.274 1.00 



5.814 1.00 



34.69 
37.57 



-2.277 



8 



16.985-45.225 1.00 29.63 8 



1^.870 7.140 1.00 23.66 8 
20,96^ -7,169 1.00 25.06 ~ 



ATOM 



ATOM 



12757 
12758 



OWO WAT W 258 



31.730 1.113 -14.767 1.00 37.81 8 



-1.795 
-^.860 



20.053 
-^.l89 



- 41.945 
39.981 



1.00 
1.00 



17.68 
^0.31 



8 



ATOM 12759 



OWO WAT W 259 
OWO WAT W 260 



-24!534 5.197 1.483 1.0"0 



25,83 



ATOM 12760 



ATOM 12761 



OWO WAT W 261 
OWO WAT W 262 



3.341 
0.642 



10.061 -41.674 1.00" 



8 
"8 



ATOM 12762 



ATOM 127 63 OWO WAT W 263 



-4.414 
-13.585 



-19.748 
8,523 



-19.661 
15.412 



1.00 30,21 



1,00 



24.75 
27.63 



"8 



ATOM 12764 OWO WAT W 264" 



-16.785 1.725 1.00 



ATOM 



ATOM 



12765 
12766 



OWO WAT W 265 



OWO WAT W 266 



-24.422 
5.500 



-8.988 -8.649 1.00 22.83 8 



1.797 
8.813 



■15.090 
■19.077 



1.00 22.21 8 



ATOM 12767 OWO WAT W 267" 



21.162 
0.596 



1.00 
1.00 



27.95 



8 
"8 



ATOM 12768 OWO WAT W 268 



17.810 
23.040 



-28.366 



23.09 



ATOM 12769 



ATOM 12770 



OWO WAT W 269 
OWO WAT W 270 



17.944 



8.314 



ATOM 12771 OWO WAT W 271 



5.858 
-26,323 



38.108 -21.098 



14,471 4.913 



TToo 

1.00 



27.65 



20.38 



25.38 8 



ATOM 12772 OWO WAT W 272 



-2 6 . 258 21.453 2.604 



ATOM 12773 OWO WAT W 273 



7.148 



-12.434 
■17.277 



-15.146 
-25.572 



1.00 21.48 8 



ATOM 12774 



OWO WAT W 274 
OWO WAT W 275 



4.301 
-18.699 



1.00 
1.00 



24.36 



8 



ATOM 12775 



ATOM 12776 OWO WAT W 27^" 



28.777 



5.959 
-2.111 



5.229 
"14.188 



TTOO 



23.37 
25.00 



8 



ATOM 12777 OWO WAT W 277 
ATOM 12778 OWO WAT W 27F 
ATOM 12779 OWO WAT W 279" 



-8.815 32.218 -16.017 



-12.435 35.121 -6.295 



1.00 



17.48 



35.53 



-12.139 33.280 



ATOM 12780 OWO WAT W 280 



20.746 29.913 



11.647 
16.596 



1.00 21.47 8 
1.00 23.29 8 



ATOM 12781 OWO WAT W 281 



4.696 30.388 -23.493 



1.00 
1.00 



25.40 



8 



ATOM 12782 OWO WAT W 282 



-19,765 -9,180 -11.524 



25.48 8 



ATOM 12783 OWO WAT W 283 



-5.298 -21.430 -21.567 1.00 16.54 8 



ATOM 12784 OWO WAT W 284_ 



13.580 -1.380 -31.978 1.00 33.97 



8 



ATOM 12785 OWO WAT W 285 



-31.857 21.881 -13.379 1.00 



28.41 
23.58 



8 



ATOM 12786 OWO WAT W 2Be^ 



-10.886 34.114 



-13.990 
-18.699 



1.00 



37,^8 
23.14 



ATOM 12787 OWO WAT W 287 



22.994 
"l'y.476 



10.497 



1.00 



ATOM 12788 OWO WAT W 288 



-0.695 -24-143 1.00 
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12789 



OWO WAT W 289 
OMO WAT W Z9b 



-7.044 -0-013 -15.947 



-27.893 -7.006 -19T970 



1.00 23-88 
1,00 24.40" 



8 



C\AVir» ■ - 

Wt oM 12791 OWO WAT W 291 
ATOM 12792 OWO WAT W 292_ 



3.232 24.9^8 18-645 I.UO 32.71 
"18.448 8.663 22-304 I.OO 27^32 



ATOM 
ATOM 



T^7^3 OWO WAT W 293 



0.912 
6.158 



10.461" 
41.080 



-58.984 
>24.302 



1 .00 27.93 
1.00 2^.13 



12794 OWO WAT W 2^^ 



ATOM 12795 



ATOM 12796 



J)WO WAT W 295 
~OW0 WAT W 296 



"31.617 
34.673 



10'.7 0S >27.616 
0.361„ 



-0.272 



1.00 21.gr 
1.00 36. 5~ 



ATOM 12797 OWO WAT W 297 



18 i 544 19 '.304 -32.160 l.QO 30.68 8 



ATOM_ 



ATOM 



12798 
12799 



OWO WAT W 298 



OWO WAT W 299 



-9.387 "7;i31 -10.163 1>00 20. l7 8 
9.312 -13.024 -11.529_ 



ATOM 12800 OWO WAT W 300 
ATOM 12801 



ATOM 12802 



ATOM 



12803 



OWO WAT W 301 
OWO WAT W 302 



-2.101 
31.107 



20.023 -13.968 



1.00 27,93' 
1.00 ^^.^1 



8 



ATOM 12804 



OWO WAT W 303 
OWO WAT W 304_ 



-20.056 



-12.033 



7.^17 8.757 
22.^89 -35.^88 



1.00 24.80 
1.00 27.59 



8 



ATOM 1Z805 



OWO WAT W 305 
OWO WAT W 306 



"14.904 
10.796 



14.598 -5 

42.385 -3 4.970 



bl4 1.00 27.73 8 



-11.932 
-14.730 



2! 3^2 -13.289_ 



1.00 27.93 8 



14.500 -7.694 



8.964 -40.896 
- 4.058 
67260" 



"1.60 35.16" 
1.00 25.90" 



8 



1.00 37,23" 
1.00 27.1^ 
1.00 ^^.71 



8 
"8 
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ATOM 12868 OWO WAT W 368 
ATOM 12869 OWO WAT W 369 



"9>285 
-36>118 



34.697 ~16.765_ 
23.448 -24.406 



ATOM 12870 OWO WAT W 370 



-31.367 -2. 508 -25.957 



1.00 26. 
1.00 29. 



48 8 

73 8 



1.00 34 
1.00 23 



.84 6 
rn 8 



ATOM 



ATOM 



12871 
12872 



OWO WAT W 371 



OWO WAT W 372 



27.905 
5.111 



23.545 
-11. 94^ 



23.800_ 
-13.323"" 



1.00 21.94 



-18.111 -71804 -4^.566 1.00 48.58 T 
11.052 36.839 -4.989 



ATOM 



ATOM 



12873 
12874 



OWO WAT W373 



ATOM 12g7r 



OWO WAT W 374_ 
OWO WAT W 375 



ATOM 12876 OWO WAT W 376 



-19,461 
23.031 



4.791 
4.126 



28.093 



-12.648 
24.461 



1.00 70. 
1.00 42 



48 



28 8 



1.00 26 



.46 8 
.51 8 



ATOM 12877 OWO WAT W 377 



ATOM 12878 OWO WAT W 378" 



■6.727 25.254 



1.00 21 



25! 358 o!63') 6.505 1.00 27,93 8 



ATOM 12879 OWO WAT W 379 



-5.046 -4.440 -16.865 1.00 38.97 8 



36.438 
-10.40^ 



ATOM 12880 OWO WAT W 380 



1.738 -1.145 
10.085 -10.611 



1.00 29, 
1.00 23. 



69 . 8 
42 8 



ATOM 12881 OWO WAT W 381 



-7.619 26!837 -11.220 1.00 23.90 



ATOM 12882 OWO WAT W 382 



ATOM 12883 OWO WAT W 383 



20.832 9.856 15.136 



ATOM 12884 OWO WAT W 384 



17.289 -15.210 -8.747 



1.00 32. 
1.00 29. 



13 



1.00 27 
1.00 45. 



09 



ATOM 12885 



OWO WAT W 385 
OWO WAT W 386_ 



-9.446 



45.948 
35.894 



21.166 



10.492 
-17.63^ 



47 



ATOM 12886 



ATOM 12887 OWO WAT W 387 



19.322 
22.806 



ATOM 12888 OWO WAT W 388 



6.32i 



-0.476 
32.837 



1.00 23 



-12^97^ 17.311 -17.:^84 
-4.932 



-34.288 1.00 31.21 



92 8 

8 



ATOM 12889 OWO WAT W 389 



1.00 34 
1.00 21 



71 



ATOM 12890 OWO WAT W 390 



7.894 -19.355 



ATOM 



ATOM 



12891 
12892 



OWO WAT W 391 
OWO WAT W 392 



18.430 35.625 



-19.799 7.359 



-10.5^6 
7.29^ 



-22.579 



1.00 24. 
1.00 23 



13 



1.60 26, 
1.00 38 



68 8 
79 8 



,03 8 

64 8 

Ts 8 



'atom 12893 OWO WAT W 393 



-31.265 
11.050 



18.027 
-5.420 



15.318 
-11.064 



OWO WAT W 394 

ATOM 12895 OWO WAT W 395^ 



ATOM 12894 



-20.941 



ATOM 1^896 OWO WAT W 396 



-7 . 699 



-19.961 
-7 . 632 



2.429 -3.873 



19.438 
-13.752 



1.00 28 



1.00 40 
1.00 33 



51 8 
,22 8 



ATOM 12897 



OWO WAT W 397 
598" 



1.00 34.05 ~8 



ATOM 12898 OWO WAT W 
ATOM 12899 OWO WAT W 



399 
400 



-0.553 
-14.153 



18.7^4 
-17.070 



29.525 



14.84b 
-2.545 



-46.191 
-557735 



1.00 29.98 



8 



1^.94^ 1.00 19.42 ~8 



ATOM 12900 OWO WAT W 



23.440 1.00 44.09 8 



ATOM 12901 OWO WAT W 401" 



b.272 -11.^08 1.00 26.11 8 
-0.546 1.00 25.88 8 



ATOM. 12902 OWO WAT W 402 



ATOM 12903 OWO WAT W 403 



-8.435 
1.865 



13.695 
11.830 



-17.946 1.00 29.35 8 



ATOM 1^904 OWO WAT W 404 



-2,656 



ATOM 12905 OWO WAT W 405 



22.241 -9.288 -5.489 



-18.387 -0.660 -16.832 



1.00 28. 
1.00 24. 



84 8 

83 b 



ATC^ 12906 OWO WAT W 406 



7.991 -12.515 8.023 1.00 32.25 8 



ATOM 12907 OWO WAT W 407 
ATOM 12908 OWO WAT W 408 



31.140 
27.503 



-3.753 
7.796 



-3.745 1.00 29.00 



ATOM 12909 OWO WAT W 4W 



-3.553 1.00 33.51 



ATOM 12 910 OWO WAT W 410 



-14.734 19.706 -1.820 1.00 34.88^ 8 



7!282 -10.078 -10.679 1.00 28.19 8 



ATOM 12911 OWO WAT W 411 



ATOM 12912 OWO WAT W 412 



12.126 29.521 



-19.283 
-42.248 



1.00 29 
1.00 35 



,58 
779" 



8 



ATOM 1^913 OWO WAT W 413 
ATOM 12914 OWO WAT W 414- 



-11.488 -6.937 



-4.079 -16.826 



ATOM 



ATOM 



12915 
12916 



OWO WAT W 415 



5.101 



OWO WAT W 416 



-19.150 



30.193 
13.591 



-29.892 
-34.488 



-41.814 



1.00 32 
1.00 38 



8 

.57 8 



i.6b 55 

1.00 28 



,55 8 
TgS ff 



90 b 



ATOM 12917 OWO WAT W 417" 



32.265 -9.106 -5.847 



1.00 40 
1.00 31 



ATOM 12918 



OWO WAT W 418 
OWO WAT W 419 



32.905 16.188 7.345 



.87 



-01 8 

12 8 



ATOM 12919 



ATOM 



ATOM 



12920 
12921 



OWO WAT W 420 



-0.006 31.875 11.740 



6.670 



OWO WAT W 421 



-20.006 



-12.518 
31.127 



-11.264 



24.030 



1.00 23 
1.00 32 



-4.417 25.104 -10.814 1.00 25 



.12 8 
>07 8 



ATOM 12922 OWO WAT W 4l2 



ATOM 12923 OWO WAT W 423*" 



-22.522 
11.416 



24.224 
30.784 



-35.493 
-3.149 



1.00 43.28 8 
1.00 29.71 8 



ATOM 12924 OWO WAT W 424 



-20.685 



ATOM 12925 



ATOM 



ATOM 



12926 
12927 



OWO WAT W 425 
OWO WAT W 426 



25.379 6.704 



OWO WAT W 427 



>18.740 36.480 



-4.288 
16.332 



-19.620 22.937 



1.00 29 
1.00 26 



.28 



99 



1.00 34 
1.00 27 



.52 



ATOM 12928 OWO WAT W 428 



9.728 
25.697 



-4.840 



.32 8 
.5^ 8 



ATOM 12929 OWO WAT W 4^9" 



-3.898 
-11.694 



-13.830 1.00 35 



15.078 -17.135 1.00 37.35 8 



ATOM 12930 OWO WAT W 430 



ATOM 12931 OWO WAT W 431 



-1.620 



-13.274 
26.117 



28 .218 1.00 32.01 
3l" 



24.264 
-26.929 



ATOM 12932 OWO WAT W 432 



12.147 



ATOM 12933 OWO WAT W 433 



22.932 6.272 



1.00 22 
1.00 29 



.44 



ATOM 12934 OWO WAT W 434 



67713 1.293 -9.^S4 1.00 23.59 



ATOM 



ATOM 



1293S 
12936 



OWO WAT W 435 



-2.437 -6.563 



OWO WAT W 436 



5.073 3.744 



'13.931 
-40.300 



1.00 23.04 8 
1.00 37.48 8 



ATOM 12937 OWO WAT W 437 



ATOM 12938 OWO WAT W 438^ 



-1.41b 16.899 -8.436 1.00 37.12 8 



19!360 23^359 24.437 1.00 29.06 8 



ATOM 12939 OWO WAT W 439 
ATOM 12940 OWO WAT W 440^ 



-32.084 11.360 -24.131 1.00 42.59 8 



13.725 -15.350 



-14.783 
12.306 



1.00 35 
1.00 32 



.80 8 
.96 8 



ATOM 12941 OWO WAT W 
ATOM 12942 OWO WAT W 



441 
442 



-25.312 -2.051 



30.107 13.802 -0.246 



1.00 41 
1.00 33 



.64 8 

^5r 



ATOM, 
ATOM 



.12943 OWO WAT W 443 



12944 OWO WAT W 444 
ATOM 12945 OWO WAT W 445 



-26.124 
-lb. 224 



-20.082 -12.357 



lo!278 -53!986 1.00 26.36 8 



ATOM 12946 OWO WAT W 446 



-7.202 
-6.2^8 



-2.195 -12.107 



-^.264 -9764F 



1.00 32 
1.00 18 



.90 8 
64 8 
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ATOM 12947 



OWO WAT W 447 

OWO WAT W 448 



- 21.779 
^.3ll 



-11>091 - 10>430 
i7.532 



1.00 31-22 
1.00 30,74 



8 



ATOM 12948 



ATOM 12949 OWO WAT W 449 



13.904 9.601 



33.539 
-^.^77 



1.00 22.29 8 



J^TOK 12950 OWO WAT W 450 



-25.288 
-18.010 



23.702 



.628 



23! 568 



1.00 39. 
1.00 46.34 



ATOM 12951 OWO WAT W 451 



37.355 - 
0.223 - 



IT 



ATOM, 
ATOM 



12952 OWO WAT W 452 



.9.042 



11.920 1.00 
5.521 



38 . 
29.45 



12953 OWO WAT W 453 



12.725 29.658 



18.074 
19>719 



1.00 
1.00 



34.03 8 



ATOM 12954 OWO WAT W 454 



-8.132 6.924 



ATOM 12955 



OWO WAT W 455 
OWO WAT W 456 



-21.185 37.110 - 



42.779 
37.700 



1.00 38.95 



ATOM 12956 



-41.127 9.755 



1.00 
1.00 



47.09 



ATOM 12957 OWO WAT W 457 
ATOM 12958 OWO WAT W 458 



-0.339 -8.23S - 



11.631 
-29:621 



29.461 - 



23.106 
12.293"" 



1.00 



55.30 
28.81 



8 



ATOM 129S9_ 



ATOM 12960 



OWO WAT W 459 
OWO WAT W 460 



19,395 



1.00 26.39 8 



-11.764 41,084 



ATOM 



ATOM 



12961 
12962 



OWO WAT W 461 



25.153 -2.808 



5.237 
21.279 



1.00 
1.00 



33.25 
37.41 



8 
"5 



ATOM 



ATOM 



12963 
12964 



OWO WAT W 462 



9.852 6.042 18.718 l.OO" 



OWO WAT W 463 



OWO WAT W 464 



16.697 



-4.899 



11.635_ 
3.319 



0>119 



1.00 



46.47 

29.76 



11,148 



1.00 



42.09 
32.95 



ATOM 12965 OWO WAT W 465 



16.936 29.387 



1.00 



ATOM 12966 OWO WAT W 466 



-12 . 965 34.082 - 



1.00 27.87 8 



ATOM 129^7 OWO WAT W 467 



ATOM 12968 OWO WAT W 468 



ATOM 12969 QWO WAT W 4*69" 



17,922 
11.937 



30.434 



-16.029 
27.827 



-0.973 



-36.958 
15.909 



1.00 29.97 8 



1.00 ^1.72 8 



•18.302 -1.130 1.00 31.89 8 



ATOM 



ATOM 



12970 
12971 



OWO WAT W 470 



OWO WAT W 471 



27.448 



-12.041 
-2.470 



8.845 
15.14^ 



ATOM 12972 OWO WAT W 472 



ATOM 12973 OWO WAT W 473 



-9.433 39.616 
-21.354 -10."Sor 



5.422 
12.571 



1.00 
1.00 



40.55 
40.38 



5.^52 
-18.879 



1.00 34.18 



1.00 35.15 8 



8. 



ATOM 12974 OWO WAT W 474 



25,867 -l^.'ryg' 



1,00 27.38 8 



ATOM 12975 OWO WAT W 475 



6,200 36.879 



1,00 
1,00 



32.47 



"8 



ATOM 12976 OWO WAT W 476 



-3.732 
-31.775 



11.777 
9.960 



-2.049 



33.67 



ATOM 12977_ 



OWO WAT W 477 
OWO WAT W 478 



4.205 
-32.591 



1.06 43.10 8 



ATOM 12978 



ATOM 12979 OWO WAT W 4*79" 



ATOM 12980 OWO WAT W 480" 



-8.088 
-11.939 



-12.312 



ATOM 12981 OWO WAT W 481 



33.901 
18.538 



-22.182 
21708? 



- 25.349 
-3.9^5 



1.00 27.28 8 



1.00 22.42 



1.00 28.74 



33.716 -21.011 1.00 36.38 



ATOM 



ATOM 



12982 
12983 



OWO WAT W 482 



OWO WAT W 483 



-33.466 



15.723 -2.403 1.00 



32.528 
16.243 



13,427 
-16.162 



1,00 



32,07 
28.94 



1.00 35. TF" 



"8 
"8 



ATOM 12984 OWO WAT W 484 



-4.188 
-33.373 



ATOM 12985 OWO WAT W 485 



"20,^19 -7.607 iTOO 



37.97 
26.16 



ATOM 12986 OWO WAT W 486 



-17,844 -16.650 -9,381 



1,00 
1.00 



ATOM 12987 OWO WAT W 487 



-16.866 17,869 -1.435 



35.57 



ATOM 12988 OWO WAT W 488" 



-12 . 911 -28.428 -22.543 1.00 



ATOM 12989 OWO WAT W 489 



ATOM 12990 OWO WAT W 490 



11,894 
19.292 



-15,092 -12,734 



12.734 



-8.535 
10,627 



T75o 



36.41 



50.81 



ATOM 12991 



OWO WAT W 491 
OWO WAT W 492 



32,972 25.281 



1.00 



26.57 



ATOM 12992 



-16.828 -0.695 26.914 



ATOM 12993 OWO WAT W 493 



21.205 21.879 



ATOM 12994 QWO WAT W 494 



-45.463 19.876 



- 22.576 
3.749 



1.00 
1.00 



38.73 
65.35 



ATOM 



ATOM 



12995 
12996 



OWO WAT W 495 -17.904 14.471 -40.251 1.00 34.72 8 

-34.559 16.492 -25.558 1.00 26.83 8 



OWO WAT W 496 



ATOM 12997 OWO WAT W 497 



-32.297 24.083 



- 22.193 



1.00 44,82 



ATOM 12998 OWO WAT W 498* 



-12.214 
-18,012 



32.834 
1.601 



-33.666 



1.00 30,72 



ATOM 12999 OWO WAT W 499 



ATOM 13000_ 



ATOM 13001 



OWO WAT W 500 
OWO WAT W 501 



-31 . 836 -8,374 



1.00 
1.00 



26.00 
31.53 



-6.233 



-9.711 
-1.346 



17.083 1.00 29.74 8 



ATOM 13002 OWO WAT W 502" 



ATOM 13003 OWO WAT W 503" 



27.315 



-0.019 



ATOM 13004 OWO WAT W 504 



-12.942 



44.227 
9.933 



-16.505 



-17.731 
-42.830 



1.00 

-TToo 



ATOM 



ATOM 



13005 
13006 



OWO WAT W 505 



-26.889 15.217 



OWO WAT W 506 



-0.566 -18.865 



-40.465 
-17.286 



1.00 
1.00 



32.16 
45.03 



39.25 
37.10 



30.378 
-13.*77^ 



1.00 
1.00 



30.59 



8 



"8 
"8 



ATOM 13007 OWO WAT W 507 



-15.807 
-0.133 



-6.131 



46,05 



1.00 38. er 



ATOM 13008 OWO WAT W 508 



13.104 



ATOM 13009 OWO WAT W 509 



-33.281 20.939 



ATOM 13010 OWO WAT W 510 



ATOM 13011 OWO WAT W 511 



ATOM 13012 OWO WAT W 512" 



30.113 
-25.134 



10.353 



-7.296 



21.849 



17.955 
-21.163 



1.00 30.90 



ATOM 13013 OWO WAT W 513 



1.784 



-22.274 
29.372 



T33.985 
-27.715 



1.00 43.09 8 



1.00 



-21.914 



1.00 
1.00 



39.16 
32.74 



25.80 
29.08 



1 



ATOM 13014 



ATOM 13015 



OWO WAT W 514 
OWO WAT W 515 



1,689 



-1.755 



-13.230 
27.016 



-17.297 1.00 



-13,823 



1.00 
1.00 



36.53 
51.95 



ATOM 13016 OWO WAT W 516: 



25.209 14.164 -21.851 



1.00 



31.81 
24.12 



8 
"8 



ATOM 13017 OWO WAT W 517 



ATOM 13018 OWO WAT W 518 



-26.828 
-25.843 



19.439 -35.988 



15.888 -51.770 



31.37 
31.56 



ATOM 13019 OWO WAT W 519 



ATOM 13020 OWO WAT W 52"0' 



3.007 5.519 -13.899 1.00 



-37.245 18.501 -8.350 1.00 



?TnM 13021 OWO WAT W 521 -1 0.192 34,672 18.542 1.00 35. UO 8 

• _! -J ~ r> t '%r% t nn To on Q 



ATOM 13022 OWO WAT W 522 
ATOM 13023 OWO WAT W 523 



21.888 27.203 9.178 



6.510 
10.801 



2,62^ -38,075 



1,00 
1,00 



42,20 
30.17 
37.84 



ATOM 13024 



OWO WAT W 524 
OWO WAT W 525 



12.237 



19.190 
-1^,67^ 



1.00 
1.00 



ATOM 13025 



-22.363 0.094 



wo 2004/029239 ^VCT/GB2003/004104 



166/189 



ATOM 13026 OWO WAT W 526 -4.805 

ATOM 13027 OWO WAT W 527 >21 .088 



-2.286 



-13>410 
-38.506 



1.00 27.02 



1.00 33.81 



ATOM 13028 OWO WAT W 528 



-30.509 



12.673 -3 

22.122 -20.823 1.00 34,49 ~ 



1.00 28.69 8 
1.00 30.98 



ATOM 13029 OWO WAT W 529 



26.945 -15.458 3.682 



ATOM 13030 



OWO WAT W 530 
OWO WAT W 531 



8.260 -3.019 -337668 



8 



1.00 3^.^1 8 



ATOM 13031 



10.123 
5.502 



14.520 18.167 
-14.526 -1S.87<> 



1.00 23.56 8 



ATOM 13032 OWO WAT W 532" 



18.151 1.00 22.04 8 



ATOM 13033 



OWO WAT W 533 
OWO WAT W 534 



-6.996 
-13.5^^ 



-3.445 
2b.ii7 



6.345 1.00 29.26 8 



ATOM 13034 



ATOM 13035 OWO WAT W 535 



-20.710 



EmnE 

19.304 



TT35 
10.963 



1.00 28 
1.00 26. 



26 



8 



ATOM 13036 OWO WAT W 536 



-33.045 



8 



1.00 26.54 8 



ATOM 13037 OWO WAT M 537 



2.320 22.332 



17.833 
-21.503 



ATOM 13038 OWO WAT W 538 



-2.823 
-0.248 



2.902 
-8.792 



1.00 31.48 8 



ATOM 13039 OWO WAT W 539 



-49.589 1.00 61.34 8 



ATOM 13040 OWO WAT W 540 



-8,882 
23.291 



17.068 
7.008 



-2.367 1.00 39.34 



8 



ATOM 13041 OWO WAT W 541 



33.203 
-3.396 



20.723 1.00 44.91 



23.248 
10.043 



ATOM 13042 OWO WAT W 542 



ATOM 13043 OWO WAT W 543 



10.270 
-25.866 



1.00 34.31 



1.00 34.70 8 



ATOM 13044 OWO WAT W 544 



13.21$ 6A9^ -30.2^5 1.00 25.15 8 
_ - 

8 



ATOM 



ATOM 



13045 



OWO WAT W 545 
OWO WAT W 54 6 



6.960 - 20.764 



19.542 



" 13.935 
" 3.055 



-41.32^ 
19.943 



1.00 35. 
1.00 50. 



81 



06 



1,00 49.21 



T 

12 8 

27 8 



ATOM 
ATOM 



13047 OWO WAT W 547 



20,701 



- 25.831 -8.651 -23.183 
-28.950 



13048 OWO WAT W 548 



ATOM 13049 OWO WAT W 549 



18.233 
20.264 



-0.231 
10.530 



1.00 27 



-6.910 
-35.591 



1.00 41 
1.00 29. 



13 8 



ATOM 13050 OWO WAT W 550 



19.330 

i:^.ll6 



1.00 44.35 



ATOM 



ATOM 



13651 
13052 



OWO WAT W 551 



OWO WAT W 552 



23.293 



ATOM 13053 OWO WAT W 553 



ATOM 13054 OWO WAT W 554 
ATOM 13055 



19.554 

7.268 



ATOM 13056 



OWO WAT W 555 
OWO WAT W 556 



19.^^1 
29.292 



5.659. 



■43.151 1.00 59.33 



-29.208 1.00 28 



40.182 
6.318 



16.496 1,00 60 



ATOM 



ATOM 



13057 
"130^8" 



OWO WAT W 557 



-31i874 



OWO WAT W 558 



-25.156 



16.286 
14.197 



-18.627" 
5.128 



-15.544 
16.582 



ATOM 13059 OWO WAT W 559 



ATOM 13060 OWO WAT W 560" 



o!l54 -15.550 -17i"343 



1.00 40. 
1.00 34, 



06 



29.594 -5.384 12.272 



1.06 ^5 
1.00 39 



ATOM 13061 OWO WAT W SSjT 



-141524 -20.179 -2.864 1.00 56 



ATOM 13'0?2" 



OWO WAT W 562 
owe WAT W 563 



-6.918 19.756 -28.179 1.00 33 



.93 8 
.43 8 



1.00 73,79 8 



1.00 21.34 8 



8 



.23 8 

6± 6 



,9? 8 



■ 42 8 
,60 6 



ATOM 
ATOM 



13063 



13064 OWO WAT W 564 



14.966 



31.042 



8.019 
7.429 



-3.393 1,00 20 



-27,896 
0.320 



18.026 1.00 38.96 8 



ATOM 13065 OWO WAT W 565^ 
ATOM 13066 OWO WAT W 56g" 
ATOM 



-19.818 



9.308 



-29.482 1.00 42.91 8 



ATOM 



13067 
13068 



OWO WAT W 567 



6.371 



OWO WAT W 568 



2.489 



35.052 
14.406 



-14.388 



26.506 -19.783 



-41.763 
20,12^ 



1.00 34 
1.00 63 



_91 ^ 

T5 8 



-3.954 

TTfT 



1.00 34.06 8 



ATOM 13069 OWO WAT W 569 



1.00 46.08 8 



ATOM 13070 OW6 WAT W 570 



29.429 1.398 



1.00 23.88 8 



17! 193 -15.7^4 1.00 41.69 8 



ATOM 13071 OWO WAT W 571 



-11.042 
24.895 



>14":988 -^.112 1.00 44.79 



ATOM 13072 OWO WAT W 572" 



■ATOM 13073 OWO' WAT W 573 



34.417 24.423 13.552 



ATOM 13074 OWO WAT W 574 



ATOM 



ATOM 



13075 
13076 



OWO WAT W 575 



-28.682 
-17.066 



20.635 



OWO WAT W 576 



-5.957 
-1.594 



44.747 
-6'. 657 



3.151 
-23.^1^ 



1.00 41 
1.00 27 



>9.011 
35.1^1 



17.744 



1.00 42 
1.00 39 



8 



>69 8 
,89 8 



.49 8 

.50 8 



.95 8 



ATOM 13077 OWO WAT W 577 



ATOM 13078 OWO WAT W 578" 



6.591 
24.736 



-35.558 



11.535 



l.QO 34 
1.00 26 



01 8 
,90 8 



ATOM 13079 OWO WAT W 579 



19.156 
40.696 



27.429 



-37.502 



1.00 43 
1.00 61 



ATOM 13080 OWO WAT W 580 



8.503 



.49 8 



ATOM 13081 OWO WAT W 581 



24.180 
-5.305 



26.303 
-9.565 



-4.093 
12.461 



1.00 31 



.37 8 
.44 8 



ATOM 13082 



OWO WAT W 582 
OWO WAT W 583 



1.00 29 
1.00 40 



14 8 



ATOM 130^ 



13.172 



-3.402 
10.403 



-33.924 
28.942 



1.00 36 

1.00 34 



.72 8 
.12 8 



ATOM 13084 OWO WAT W 584 



-15.270 



-48.323 
-2.028 



ATOM 13085 



ATOM 13086 



OWO WAT W 585 
OWO WAT W 586 



8.391 
9.791 



20.229 



-S.^99 
9.452 



1.00 28.94 



8 



"357641 1.00 30.25 8 



ATOM 13087 OWO WAT W 58"T" 



ATOM 1308^ OWO WAT W 588" 



-3.593 
22.975 



ATOM 13089 OWO WAT W 589 



-26.206 



ATOM 13090 OWO WAT W 590 



-22.849 



-10.975 
15.680 



-15.893 1.00 28.11 8 



-5.898 
^.07^ 



ATOti l^O^l OWO WAT W .591 



-13.250 0.488 



ATOM 13092 OWO WAT W 592 



-35.122 9.019 



38.009 
-25.254 



1.00 39 
1.00 2^ 



.93 



1.00 28 
1.00 52 



-83 8 
.66 8 



71 



ATOM 13093 OWO WAT W 593^ 



8.278 
-19.060 



8 



0.597 -32.598 1.00 40.50 8 



ATOM 13094 OWO WAT W 594 



-17.820 -11.515 1.00 25.31 8 



ATOM 13095 OWO WAT W 595 



-3.163 -22.830 -20.519 1.00 30.38 8 



ATOM 13096 OWO WAT W 596 



10.884 -2.790 1^.983 1.00 27.97 8 



ATOM 13097 OWO WAT W 597 



27.445 17.550 -16.956 1.00 30.11 8 



19.430 -11.738 -12.415 1.00 36.72 8 



ATOM 13098 OWO WAT W 598 



t<TOM 13099 OWO WAT W 599 



-19.164 12.861 16.234 l.PQ 30.12 8 



ATOM 13100 OWO WAT W 600 



28.710 -2.889 1.903 1.00 35.63 8 



ATOM 13101 OWO WAT W 60^ 



1.621 -17.114 -4.772 1.00 33.35 



ATOM 13102 OWO WAT W 602 



ATOM 13103 



OWO WAT W 603 
OWO WAT W 604 



28.055 -4.728 -14.447 



-2.614 
-4.49^ 



29.324 
-4.834 



19.736 
-10,960 



1.00 32 
1.00 40 



1.00 32 



8 



91 8 
.21 8 
>92 8 



ATOM I3T04" 



wo 2004/029239 
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167/189 



ATOM 13105 OWO WAT W 605 



ATOM 13106 OWO WAT W 606 



-3.584 

35.987 



5.148 -20.609 
6.744 -9.319 



1.00 34.11 
1.00 37.04 



ATOM 13107 OWO WAT W 607 



-28.301 -12.377 



■20.379 
-25.033 



1.00 36.08 
1.00 25.90 



ATOM 13108 



OMO WAT W 608 
OWO WAT W 609 



22.349 
-31.985 



4.508 -2 

1^.^79 >2S. 678 1.00 34.79 



ATOM 13109 



ATOM 13110 OWO WAT W 610 



1.108 15.600 



ATOM 13111 OWO WAT W 611 



-1.767 18.982 



-3.066 
-1.609 



1.00 28.73 B 



1.00 33.66 8 



ATOM 13112 OWO WAT W 612 



ATOM 13113 OWO WAT W 613 



-23.714 -20.451 »24.4Q1 
-1>654 



1.00 



-1.673 



38.137 
33.142 



-S.267 



1.00 

TToo 



29.55 
33.42 



8 



8 



41. ll 8 



ATOM 13114 



ATOM 13115 



OWO WAT W 614 
OWO WAT W 615 



-22.491 



ATOM 13116 



OWO WAT W 616 

ATOM 13117 OWO WAT W 6l7 16.357 34.323 

ATOM 13118 OWO WAT W 618" 30.089 16.703 



30.391 4!929 17.345 1.00 30.44 8 



5.121 5.338 -11.914 



-13.647 



1.00 

TToo 



28.64 8 



25.92 8 



"22.417 1.00 26.11 § 



ATOM 13119 OWO WAT W 619 



29.702 



24.753 
44.755 



9.087 1.00 45.26 8 



1.00 69>99 8 



ATOM 



ATOM 



13120 
13121 



OWO WAT W 620 



ATOM 



ATOM 



13122 
13123 



OWO WAT W 621 



17.832 
-5.930 



OWO WAT W 622 



7.431 



21.754 
33.564 



-31.596 
26.306 



OWO WAT W 623 
OWO WAT W 624 



5.100 29.795 



2.488 
14.940 



1.00 



31,15 



1.00 



3.430 17.712 -14.685 1.00 



35.74 
28.02 



8 



■7 



ATOM 13124 



ATOM 13125 OWO WAT W 625 



ATOM 13126 OWO WAT W 626 



0.284 41.255 -33.542 1.00 33.07 



ATOM 



13127 OWO WAT W 627 



-14.042 42.770 -24.241 1.00 37.44" 



ATOM 13128 OWO WAT W 628 



-2 1.334 -14.170 
-28.649 



ATOM 13129 OWO WAT W 629" 



-9.337 
-4.854 



1.312 
-28.267 



-8.225 
14.202 



34.461 
21.993 



1.00 



TToo 

Troo 



39.45 
38.53 



43.70 
3g77r 



1.00.27.77 .. 8 



8 



ATOM 13130 OWO WAT W 630 



34.260 



ATOM 13131 OWO WAT W 631" 



-13.044 17.234 



ATOM 



ATOM 



13132 
13133 



OWO WAT W 632 



23.603 -2.911 



50.658 
■18.769 



1.00 



OWO WAT W 633 



17.885 



ATOM 13134 OWO WAT W 634^ 
ATOM 13135 



-20.273 



32.812 
31.636 



15.469 
-20.186 



1.00 
1.00 



1.00 37.85 



ATOM 13136_ 



OWO WAT W 635 
OWO WAT W 636 



30.006 



-35.547 
-6.031 



18.122 
0.823 



- 10.497 
-3.480 



1.00 47.92 



37.80 6 



-15.599 1.00 28.70 8 



8 



ATOM 13137 OWO WAT W 637 



ATOM 13138 OWO WAT W 638 



ATOM 13139 OWO WAT W 639 



10.838 
-0.579 



8.265 
3^.^54 



ATOM 13140 OWO WAT W 640 



26,225 
-14.814 



36.161 
■18.472 



-7.748 
-16.127 



1.00 28.62 8 



TToo 

1.00 



36.42 
32.03 



4.892 1.00 43.93 



8 



ATOM 13141 OWO WAT W 641 



34.68^ 
-2.2^4 



-7 .058 1 . 00 



32.06 
33.46 



ATOM 



ATOM 



13142 
13143 



O WO WAT W 642 ^^.w,, ^ 

OWO WAT W 643 -18.367 13.944 13.804 1.00 22.59 8 



23,044 



13.909 1.00 



ATOM 13144 OWO WAT W 644 



17.422 



19.719 
39.345 



41.391 1.00 45.11 



ATOM 13145 



OWO WAT W 645 
OWO WAT W 646 



ATOM 13146 

ATOM 13147 OWO WAT W 647 



-3.191 
1.797 



-14.991 1.00 41.78 



11.772 -6.574 l.OO" 



-16. 068 36. 250 12 . 502 



1.00 
1.00 



28.33 
33.77 



ATOM 13148 
ATOM 13149 



OWO WAT W 648 
OWO WAT W 649 



ATOM 13150_ 



OWO WAT W 650 
OWO WAT W 651 



-2.920 
-17.096 



-15.895 15.152 



38.10 



-27.60^ 
-iO.798 



-20.294 
29.658 



-12.347 



-21.942 



1.00 
1.00 



45.37 
53.07 



"8 



20.077 17.553 1.00 27.83 8 



ATOM 13151 



ATOM 13152 OWO WAT W 652 
ATOM 13153 OWO WAT W 653" 
OWO WAT W 654 



14.119 
36.431 



28.161 8.443 1.00 28.90 



14.406 
-7.673 



12.671 
17.454 



1.00 35.23 



8 



ATOM 13154" 



-9.405 



1.00 49.34 



8 



13.113 -32.736 1.00 42.95 8 



ATOM 13155 OWO WAT W 655 



ATOM 13156 OWO WAT W 65'6" 



-24.452 
-23.089 



-11.134 -31.877 1700" 



ATOM 13157 



ATOM 13158 



OWO WAT W 657 
OWO WAT W 658 



13.053 



ATOM 13159 



ATOM 



ATOM 



13160 
13161 



OWO WAT W 659 
OWO WAT W 660 



4,790 



19.545 

3.126 



21.500 
-8.217 



1.00 
1.00 



36.54 
49.46 



30.55 



-38.034 



OWO WAT W 661 



-5.311 



2.776 
-24.835 



-44.069 
-28.363 



1.00 
1.00 



32.84 
46.21 



8 



34.835 10.304 -7.611 1.00 50.50 ^ 



-28.331 1.00 28.47 8 



ATOM 13162 OWO WAT W 662 



-1.159 



ATOM 13163 OWO WAT W 663" 



11.711 
28.066 



-15.948 
-16.916 



-10.729 
-20.522 



1.00 
1.00 



29.96 



ATOM 13164 OWO WAT W 664 



11.707 



54.13 



50.39 
40.48 



ATOM 13165 



OWO WAT W 665 
OWO WAT W 666 



-27.532 



29.465 
^6.778 



18.953 
17.030 



1.00 



ATOM 13166 



ATOM 13167 



ATOM 13168 



OWO WAT W 667 
OWO WAT W 668 



7.443 



-12 . 697 49.106 -26.706 1.00 



13.001 -13.158 -20.646 1.00 



45.15 
67.82 



ATOM 13169 OWO WAT W 669 



4.297 
-41.746 



4.409 
4.796 



8 



8 



-51.266 1.00 35.43 8 



ATOM 13170 OWO WAT W 670 



-44.261 1.00 34.70 8 



ATOM 13171 OWO WAT W 671 



31.524 



20.729 
13,908 



7.995 1.00 54.90 8 



ATOM 13172 OWO WAT W 672 



-24.652 



-41.099 



ATOM 13173 OWO WAT W 673 



-33.753 



-3.652 
-3.469 



-23.700 
-46.502 



1.00 
1.00 



46.61 



1.00 



8 



38.47 8 



ATOM 13174 



ATOM 13175 



OWO WAT W 674 
OWO WAT W 675 



-41.005 



-20.228 -27.631 -34.736 1.00 



60.43 
36.97 



"I 



2l!782 -8.650 1.00 44.42 8 



ATOM 13176 



ATOM 131T7 



OWO WAT W 676 
OWO WAT W 677 



-8.901 



-37.789 
-28.012 



-5.379 
0.793 



-29.313 1.00 50.39 8 



ATOM 13178 OMO WAT W 67"8" 



-31.638 1.00 31.89 8 



ATOM 1317 9 OWO WAT W 679 



-13.744. 39.657 -13.058 1.00 35.55 



8 



ATOM 13180 OWO WAT W 680 



-14.783 42.362 10.125 1.00 30.29 8 



ATOM 13181 OWO WAT W 681 



-36.872 9.516 -27.181 



1.00 
1.00 



39.53 
35.20 



8 



ATOM 13182 OWO WAT W 682 



19.190 
-50.607 



-16.568 
27.761 



5-512 
^25.^13 



8 



1.00 25.28 8 



ATOM 1^183. OWO WAT W 683" 



wo 2004/029239 



CT/GB2003/004104 



ATOM 13184 



ATOM 13185 



OWO WAT W' 684 
OWO WAT W 6ai> 



168/189 

3.318 6.151 



35.484 8.928 



-9.938 

-^.^60" 



1.00 34.60 
1.00 38.51" 



16,366 -24!9S5 6.560 l.UU 32.95 S 



a.^^y*'* --'^ - 

ATOM 13186 OWO WAT W 686 



ATOM 



ATOM 



13187 
13188 



OWO WAT W 687 _ 
OWO WAT W 688 



-1.064 
28.155 



16.629 -2.277 



1.118 177916 



1.00 32.23 
1.00 39.87 



8 



8 



ATOM 



13189 
13190 



OWO WAT W 689 



.104 1.00 48.62 8 



38.038 12.490 11 - 

21.556 -Q.^^8 -26.513 1.00 35.77 8 



ATOM 



OWO WAT W 690 



ATC»< 13191 OWO WAT W 6917 



ATOM 13192 OWO WAT W 692 



7.694 
26.397 



ATOM 13193 OWO WAT W 693 



ATOM 



13194 OWO WAT W 694^ 



-8.540 
-1.474 



■3.889 -48.309 
9.755 -22.10g 
>^.213 16.233 



3d. 125 
-1.614 



-29.14 . 
-11.640 



1.00 55.61_ 
1.00 43.^1" 
i.6o ^^.30" 



8 



.00 29.95 
1.00 34.78 



ATOM 



ATOM 
ATOM 



13195 
"l3l9g 



OWO 
OWO 



WAT W 695 



5.^:^8 



WAT 
WAT 



W 696 
W 697 



27.797 
13.978 



^<;!594 -10.794 1.00 40.37 8 



8 



1:^197 
13198 



OWO 
OWO 



8.795 - 
23.005 



4^ 



140 
40.16r 



1.00 42. 
1.00 38.07 



ATOM 



WAT W 698 



4.491 



ATOM 
ATOM 



13199 
13200 



OWO 
OWO 



WAT 
WAT 



W 699 
W 700 



8.456 ?R-n:^2 19.936 1.00 29.05 



26.014 1.00 37.71 ~8 
-30.844 



-3.295 -10.485 
-26.275 -12.860 



1.06 3^.48 
l,bO 2^.89 



ATOM 13201 OWO WAT W 701 
ATOM 13202 OWO WAT W 702 



ATOM 
ATOM 



13203 
13:^04" 



OWO 
OWO 



WAT 
WAT 



W 703 
W 704 



-21.141 
-13.188 



-13.502 
40.^86 



9.420 
-36.671 



1.00 31.09 
1.00 34.00 



35.27^ 



ATOM 
ATOM 



'13:^6^ 

13206 



OWO 
OWO 



WAT 
WAT 



W 705 
W 706 



-31.893 



16.555 
25.966 



-9,414 
-8.117 



1.00 35.73 
1.00 37.75 



-8.139 -11.256 15.bS»C 



ATOM 
ATOM 



13207 
13208 



OWO 
OWO 



WAT 
WAT 



W 707 
W 708 



-3.328 



26.227 
22.464 



■15.960 
-13.321 



1.00 42.57 
1.00 34.57" 



ATOM 13209 
A TOM 13210 
13211 
13212 



ATOM 
ATOM 



OWO 
OWO 
OWO 



WAT W 709 



-3.183 



-12.360 



WAT W 710 



9.403 



44.712 
32.452 



WAT 



ATOM 
ATOM 



13213 



OWO WAT 



W 711 
W 712 



ATOM 
ATOM 



13214 
13215 



OWO 

OWO 
OWO 



WAT 



WAT 



W 713 
W 714 



-33.043 
25.^66 



-6.287 



14.737 
4.784 



1.00 55.71 
1.00 42.0*9" 



ri5.447 



-4.851 
-6,678 



-6.207 
-15.520 



1.00 29. 7r 
1.00 37.90 



"-7.:^74 1.00 30.39" 



WAT 



13216 OWO WAT 



W 715 
W 716 



5.117 



ftXW* j.W*i*.w ^ ..w _~ 

ATOM 13217 OWO WAT W 717 



26.159 
3.257 



-0.847 



1.538 
"2^.81^ 



31.873 
10.047 



1.00 43.99 
1.00 38.10" 



ATOM 
ATOM 



13218 
13219 



OWO 
OWO 



WAT 
WAT 



W 718 
W 719 



4.604 -19.348 



-10.608 
26.287 



1.00 2^.33" 
1.00 32.81 



37.241 1.866 1.00 40.04 
-3.892 -17.869 1.00 41.34 8 



8 



8 



-15.717 
-43.649 



18.992 
4.524 



10.956 
-4^.096 



8 
8 



ATOM 
ATOM 



13220 
13221 



OWO 
OWO 



WAT 
WAT 



W 720 
W 721 



1.00 36.70 
1.00 52.58 



14.558 
-6.439 



24.027 



leliee 20.341 i.oo 40.60 8 



ATOM 



ATOM 
ATOM 



13222 
13223 



OWO WAT W 722 



OWO 
OWO 



WAT 
WAT 



W 723 
W 724 



6.856 
17.666 



- 17.053 
2.768 



-16.702 
-10.771 



1.00 30.51 
1.00 23.91" 



13224 



ATOM 
ATOM 



13225 
13226 



OWO 
OWO 



WAT 
WAT 



W 725 
W 726 



18.^75 33.482 



-24.071" 
-57.365 



1.00 43. 9l" 
1.00 47.71 



ATOM 
ATOM 



13227 
13228 



OWO WAT 



W 727 
W 728 



-6.127 18.564 



-28.134 
11.219 



sIbO S 10.761 1.00 59.28 T 

8 



ATOM 



ATOM 
ATOM 



13229 
1^230 



OWO WAT 



OWO 



OWO 
OWO 



WAT 
WAT 
WAT 



W 729 



0.349 -31.901 1.00 48.72 



-14!2^4 44!741 -33.700 1.00 40.43 8 



W 730 
W 731 



20.112 -3.424 



-15.913 
-17.931 



1.00 46.63 
1.00 32.48 



8 



ATOM 
ATOM 



13231 



1.869 36.967 



13232 
13233 



OWO 
OWO 



WAT 
WAT 



W 732 
W 733 



-3.781 



32.553 
-^.106 



17.803 
-^53.249 



1.00 49.71 
1,00 56.19" 



0.098 



5!458 2.080 -14.085 1.00 42790 
3.267 14.441 -51.309 1.00 45. 9g 
TTTtO — ^S.628 ^.566 1.00 48.80 



ATOM 13234 OWO WAT 



ATOM 



ATOM 



. 13235 
13236 



ATOM 
ATOM 



13237 
13238 



OWO 
OWO 



WAT 



WAT 



W 73^ 
W 735 
W 736 



OWO 
OWO 



WAT 
WAT 



W 731 
W 738 



27.562 
-0.028 



25.973 



22.443 
-12.243 



1.00 29.88 
1.00 44.30" 



-5.036 
26.918 



•46.769 
-13.023 



ATOM 
ATOM 



13239 
13240 



OWO 
OWO 



WAT 
WAT 



W 739 
W 740 



10.996 
-21.603 



1.00 42.72 
1.00 30. 7T 



-12.275 



ATOM 13241 OWO WAT W 741 



-37.032 -1.009 -12.163 1.00 38.05 8 



ATOM 
ATOM 



13242 
13243 



OW0_ 
OWO 



WAT 
WAT 



W 742 
W 743 



-30.^95 20.113 



'15.036 
-12.440 



1.00 59.11 8 



-0.265 



-2.035 
35.669 



1.00 41.11 
1.00 32.99" 



ATOM 
ATOM 



13244 
13245 



OWO WAT 



ATOM 
ATOM 



13246 
13247 



OWO WAT 



W 744 
W 745 



13.112 



OWO 
OWO 



WAT 
WAT 



W 746 
W 747 



16.088 
-l6.*;32 



-7.704 



9. 358 
-24.780 



-29.028 



-36.742 
-12.767 



1.66 ^'^.S^ 

1.00 46.40" 



-15.628 
19.253 



5.861 



1.00 36.16 8 



AT<»! 



ATOM 



13248 
13249 



OWO WAT 



ATOM 13250 
ATOM 13251 



ATOM 13252 



ATOM 
ATOM 



13253 
13254 



OWO 
OWO 
OWO 
OWO 



WAT 



W 748 
W 74^ 



27.642 



12.529 17.523 



WAT W 750 



-10.497 -8.653 30.050 



8.789 1.00 26.85 8 
-43 .067 1.00 62.45" 8 
1.00 32. §4" 



WAT W 751 



-34.845 22.768 -5.929 1.00 SOToT 



WAT W 752 



-2.512 -7.567 -33.379 



OWO 
OWO 



WAT 
WAT 



W 753 
754 



-17.219 
-6.081 



18.142 



23.931 
-54.419 



1.00 47.31 
1.00 49.87" 



T.66 s^.o:^" 



8 



"? 

"IF 



5.959 



ATOM 



ATOM 
ATOM 



13255 
13256 



OWO 
OWO 
OWO 



WAT W 755 



WAT 
WAT 



W 756 

W 757 



11.900 
-1.967 



16.664 21.798 1.00 47.72 



40.353 



0.297 
-18.351 



1.00 49.21 
1.00 37.54" 



13257 
13258 



-6.592 13.392 



ATOM 
ATOM 



OWO 
OWO 



WAT 
WAT 



W 758 
W 759 



-11.305 
7.926 



13.914 



-11.554 
-17.462 



1.00 40.01 8 



13259. 



ATOM 13260^ 



ATOM 
ATOM 



13261 
13262 



OWO 
OWO 



40.712 



WAT 



WAT 



W 760 
W 761 



31.537 13.582 2.031 



OWO WAT W i^2, 



8.037 
-34.^40 



11.169. 
-6.063: 



18.965 



1.00 58.93 
1.00 47.51" 



8 



1.00 45.90 8 



1.00 53.34 6 



wo 2004/029239 ^PCT/GB2003/004104 



ATOM 13263 OWO WAT W 763 
ATOM 13264 OWO WAT W 764 
ATOM 13265 OWO WAT W 765 



169/189 

11.503 36>243 7,588 1>00 30>88 8 



1.802 10.045 30.384 1.00 46.58 ~ 



ATOM 13266 



OWO WAT W 766 
OWO WAT W 767 



-19.539 19.664 22.992 l.OO 36.73 T 



-8.745 -15.254 



4.860_ 
-28.770" 



1.00 
1.00 



35.75 



ATOM 13267 



0.323 -11,237 - 



ATOM 13268 OWO WAT W 768 



7.300 -1.449 -35.788 



31.04 



1.00 
1.00 



39.30 8 



ATOM 13269 OWO WAT W 769 



-5.043 37.325 



1.111 
10.439 



1.00 



37.21 
33.95 



ATOM 13270 



OWO WAT W 770 
OWO WAT W 771 



-18.641 40.558 



ATOM 13271 



31.453 
33.923 



18.702 24.286 1.00 39>94 8 



20.685 16.947 1.00 38.80 8 



ATOM 



ATOM 



13272 
13273 



OWO WAT W 772 
OWO WAT W 773 



ATOM 13274 OWO WAT W 774 



17490 4o!285 21.040 1.00 48.99 8 

8 



ATOM 13275 OWO WAT W 775 



-10.526 1.954 
-21.335 28.108 



38.367 
29.019 



1.00 

TTOO 



42.79 
39.59 



ATOM 



ATOM 



13276 
13277 



OWO WAT W 776 



30.389 22.909 9.782 1.00 41.11 8 



OWO WAT W 777 



-2315T5 -12!491 ■ 0.928 1.00 44.16 8 



ATOM 13278 OWO WAT W 778 



-30 .367 -0 . 339 1.372 1.00 40.76 8 



10.443 1.00 33.42 8 



ATOM 13279 OWO WAT W 779 



ATOM 13280 OWO WAT W 780 



16.134 
6.926 



ATOM 13281 OWO WAT W 781 



-8.557 
-27,91^ 



- 17.260 
4.121 



-^6.00^ 
-9.626 



-42.594 1.00 31764" 



8 



-0.531 1.00 59.71 8 



ATOM 13282 OWO WAT W 782 



ATOM 



ATOM 



13283 
13284 



OWO WAT W 783 



"18.618 11.478 



-21.556 1.00 51.55 8 



OWO WAT W 784 



-9.603 -10.007 



20.951 
-43.339 



1.00 41.83 8 



1.00 52.95 8 



ATOM 13285 OWO WAT W 785 



7.590 27.445 -43.161 1.00 40.34 8 



8!oi8 -42.211 1.00 43.61 



ATOM 13286 OWO WAT W 786^" 



-11.749 
-22.587 



5!029 31.054 1.00 42.46 "T 



ATOM 13287 OWO WAT W 787 



-3.256 -30.^66 1.00 39.^9! g 



ATOM 13288 OWO WAT W 788 



ATOM 13289 



ATOM 13290 



OWO WAT W 789 
OWO WAT W 790 



-38.549 
19.625 



26!792 -27.020 1.00 32.72 8 



32.181 



-8.220 
25.684 



-11.194 
-16.369 



1.00 65.54 



8 



1.00 38.08 8 



ATOM 13291 



OWO WAT W 7^1 _ 
OWO WAT W 792 



-0.994 



tTiOS 25.438 . 16.583 1.00 37.30 "§ 



ATOM 13292 



18!725 36^532 -30.681 1.00 46.46 8 



ATOM 13293 OWO WAT W 793" 



ATOM 13294 OWO. WAT W 794 



-18.651 37.333 -8.574 1.00 33.96 8 



1.00 38.96 8. 



ATOM 



ATOM 



13295 
13296" 



OWO WAT W 795 



OWO WAT W 796 



3.123 -21.182 
-5.639 7.351 



•9.527 
-18.630 



ATOM 13297 OWO WAT W 797 



-7.720 2.605 -13.254 



TTTO 



54.52 
29.84 



8 



ATOM 13298 _ 



ATOM 13299 



OWO WAT W 798 
OWO WAT W 799 



12.117 20.758 -45.448 1.00 45.73 8 



-8.659 35.643 



7.504 
-18.774 



1.00 



1.00 



34.44 
36.50 



8 



Af^4 13300 OWO WAT W 80d 



ATOM 13301 OWO WAT W BOT 



0-902 13.090 



6 



14.394 -15.372 4.779 1.00 57.92 



ATOM 13302 OWO WAT W 802 



-25.185 24.503 -32.113 1.00 47,95 8 



ATOM 



ATOM 



13303 
13304 



OWO WAT W 803 



-28.955 24.131 -35.773 iTOO 



OWO WAT W 804 
OWO WAT W 805 



-39.045 
2.240 



17.419 
20.^30 



-6.734 
-29.4^^ 



1.00 



36.22 
59.56 



8 



1.00 28.83 8 



ATOM 13305 



1.636 — 39.249 -43.783 1.00 57.00 8 



ATOM 13306 OWO WAT W 80fe"" 



ATOM 13307 OWO WAT W 807 



25.440 
8.162 



23.5^1 
27.145 



-10 . 534 1.00 41.95 8 



1.00 57.76 8 



ATOM 



ATOM 



13308 
13309 



OWO WAT W 808 



OWO WAT W 809 



-7.317 



-20.787 
36.143 



-40.468 
-15.939 



1.00 35.21 8 



4.379 1.00 46.02 8 



ATOM 13310 OWO WAT W 810 



15.711 



1.00 
TTOO 



39.62 8 



ATOM 13311 OWO WAT W 811 



13.380 37.735 18.145 



41.8^ 
28.7^ 



ATOM 13312 OWO WAT W 812" 



-12.058 42.982 -16.441 



ATOM 13313 OWO WAT W 813 



ATOM 13314 OWO WAT W 814 



16.781 -13.707 -0.713 1.00 



9.914 



ATOM 
ATOM 



13315 
13316 



OWO WAT W 815 



11.859 



23.717 
22.291 



OWO WAT W 816 



-8.866 
-21.887 



14.017 



- 17.103 
2.368 



18.349 1.00 38.55 B 



23.667 1.00 43.59 8 



1.00 42.75 8 



1.00 49.^6 8 



ATOM 13317 OWO WAT W 817 



ATOM 13318 OWO WAT W 818 



36.660 



-16.424 



20.216 
32.532 



14.065 
10.531 



1.00 34.59 8 



1.00 37.80 8 



ATOM 



ATOM 



13319 
13320 



OWO WAT W 819 



-7.949 



■OWO WAT W 820 
OWO WAT W 821 



-19.614 
-16.408 



21.915 21.737 1.00 



41.06 
36.15 



ATOM 13321 



ATOM 13322 



OWO WAT W 822 
OWO WAT W 823 



34.130 
21.339 



28.900 -42.680 l.OO 



-14.166 
16.133 



3.854 1.00 47.53 8 



ATOM 13323 
ATOM 13324 
ATCW 1331s" 



OWO WAT W 824 



OWO WAT W 825 



-18.^46 
-30.499 



-40.976 1.00 45.73 8 



'12.^:^1 28.397 1.00 35.86 8 



ATOM 



ATOM 



13326 
13327 



OWO WAT W 826 



9.174 



28.149 
-13.730 



-6.740 1.00 54.35 8 



23.355 1.00 52.79 8 



OWO WAT W 827 



19.514 39.565 13.872 1.00 47.78 8 



ATOM 13328 OWO WAT W 828 



12.262 1.958 -43.101 1.00 



-28.913 20.978 -17.367 1.00 



49.86 
38.13 



8 



8 



ATOM 13329 OWO WAT W 829 



ATOM 13330 OWO WAT W 830 



ATOM 13331 OWO WAT W 831 



5.970 
1.763 



40.124 
22.202 



~6.oai 1.00 42.42 8 



22!oi9 1.00 36.39 ^ 



ATOM 13332 OWO WAT'W 832" 



^.4^6 ^19.170 -2^.996 1.00 40.12 8 



"ATOM 13333 OWO WAT W 833" 



17.461 



-22.602 
22.606 



-4.2^2 1.00 42.03 8 



ATOM 13334 OWO WAT W 834 



-27.475 



>iq.729 1.00 49.87 8 



4.824 27.612 16.137 1.00 39.88 8 



ATOM 13335 OWO WAT W 835 



ATOM 13336 OWO WAT W 836 



ATOM 13337 OWO WAT W 837" 



33.734 fl^QIS -5.177 l.OO 41.00 8 



ft!:^9ft ll!£l3 1.00 3&.ij g 



ATOM 13338 OWO WAT W 838 



-40.513 -2.3fi6 -32.038 l.UO 43.66 ^ 



ATOM 13339 



ATOM 13340 



ATOM 1334r 



OWO WAT W 839 
OWO WAT W 840 
OWO WAT W 841 



10.131 -19.579 -3.534 



-32.038 
25.595 



1.742 9.954 



1.00 
1.00 



35.17 



8 



36.11 8 



13.662 2-994 1.00 46.01 8 
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&TOM 13342 OWO WRT W 842 



0.804 -20.326 -7.891 
39.021 -11.546 



1.00 32.90 
1.00 52. fF 



8 

8 

H 
_8 
_8 

8 

8 

8 
T 
"8 
_8 

8 

8 

8 

n 

8 

8 

8 
8 
8 
8 
8 
8 

—8 
— 8 

—8 
~8 

8 

8 

—8 
—8 
8 

8 

8 

~8 

8 

~8 

8 

8 



IITOM 13343 OWO WRT W 843 



ATOM 13344 OWO WAT W 844 



-0.428 

-36.192 -7 ."851 



42.960 1>00 41.18" 



ATOM 
ATOM 



13345 
1334^ 



OWO WAT W 845 



-20.646 -18.139 -0.215_ 
-10.973 43.837 12.80£ 



1.00 44.53 
1.00 42.gr 



OWO WAT W 846 



ATOM 
ATOM 



13347 
13348 



OWO WAT W 847 



8.655 



0.837 -36.27b_ 
-2.20^ -45T64C; 



1.00 42.94 
1.00 71.^ 



ATOM 



ATOM 



13349 
13350 



OWO WAT W 848 



-34.947 



OWO WAT W 849 



30.781 8.702 20.294 1>00 49.15 



ATOM 13351 



OWO WAT W 850 



12.948 42.927 -12.922 1.00 47.00 



ATOM 
ATOM 



13352 
13353 



OWO WAT W 851 
OWO WAT W 852 



9.326 



25.023 



3.947 - 
12.120 " 



41.289" 
23.486 



OWO WAT W 853 



16.100 ^.7i0 20.199" 



1.00 34.96 
1.00 61.98 



1.00 
1.00 



31.48 
36.97 



ATOM 
ATOM 



13354 
13355 



OWO WAT W 854 



-18.845 



8.441 
19.412 



29.982 



"bWO WAT W 855 -35.128 

3^t6m 13356 OWO WAT W 856 -17^87_0_ 
aTflM 13357 OWO WAT W 857 



8.275 



-45.696 
-46.515 



1.00 60.60 



1.00 37.36 



ATOM 



ATOM 
ATOM 



13358 
13359 



OWO WAT W 858 



-2.050 
3.338 



17.186 
-15.308 



OWO WAT W 859 



-3.588 -13.835 



-4.130 
12.037 



1.00 



6.677 
19.337 



1.00 



41.09 
32.74 



1.00 
1.00 



38.14 
62.59 



13360 
13361 



OWO WAT W 860 



-25.392 



-5.462 
24.0^2 



ATOM 
ATOM 



OWO WAT W 861 



-8.544 



29.313 
-23.749 



1.00 
1.00 



13362 OWO WAT W 862 



8.908 



-18.075 
5.920 



49.22 
61.88 



ATOM 13313 



ATOM 
ATOM 



13364 
13365 



OWO WAT W 863 
OWO WAT W 864 



-21.682 



8.749 



25.205 
24.560 



28.749 
22.466 



1.00 



1.00 
1.00 



41.95 



ATOM 13366 



ATOM 



ATOM 



13367 
13368 



OWO WAT. W 865 
OWO WAT W 866 



-2.899 
-10.986 



OWO WAT W 867 



-22.327 



27.992 

5.583 -12.68T 



47.78 



1.00 



ATOM 
ATOM 



ATOM 
ATOM 



13369 
13370 



OWO WAT W 868 



-19.109 



-15.059 
-23.040 



6.910 



-0.334 



1.00 
1.00 



45.25 
40.1^ 



13371 
13372 



OWO WAT W 869 
OWO WAT W 870_ 



-20.027 
-^5.1^99 



OWO WAT W 871 



-17.452 
-23.114 



35.648 
7.162. 



28.944 



-0.632 
-46.858 



1.00 



64.83 
53.67 



-^6.240 



1.00 
1.00 
1.00 



54.45 



36.79 
40.46 



OWO WAT W 672 



-33.283 



ATOM 
ATOM 



13373. 
13374 



OWO WAT W B73 



4,519 
-21.227 



-14.118 
39.252 



8.945 
16.494 



1.00 
1.00 



OWO WAT W 874 



1.00 
1.00 



58.40 
40.29 



ATOM 
ATOM 



13375 
13376 



OWO WAT W 875 



17.267 
34.421 



21.004 -33.988 



ATOM 



ATOM 
ATOM 



13377 
13378 
13379 



OWO WAT W 876 



OWO WAT W 877 



-10.888 



21.912 



OWO WAT W 878 
OWO WAT W 879 



40.081 
-is. 497 



16.787 
2.656 



-8.527 
-12.40^ 



-17.816 



1.00 
1.00 



35.59 
45.14 



23.210 
21.767 



19.008 



Troo 

1.00 



51.25 



ATOM 
ATOM 



1338^ OWO WAT W 880 



ATOM 



ATOM 
ATOM 



13381 
13382 



OWO WAT W 881 



-1^.171 
-2.509 



-4.112 



13383 
13384 



OWO WAT W 882 



OWO WAT W 883 



-9.881 
1.243' 



-17.523 4.225 1.00 37.28 



34.787 11.395 1.00 34.47 



11.188 -il.225 1.00 39.75 



OWO WAT W 884 



-32.722 22.948 2.074 1.00 



36.80 
45.39 



ATOM 
ATOM 



ATOM 
ATOM 



13385 
13386 



OWO WAT W 885 



13387 
13388 



OWO WAT W 886 



-5.569 
35.129 



-13.839 



OWO WAT W 887 
OWO WAT W ^81^ 



^19.786 



-8.047 
23.919 



- 31.194 
4.368 



1.00 



-35.707 -12.268 



39.676 



1.00 33.3'8 



1.00 
1.00 



34.38 
44.33 



8 
8 
8 



ATOM 
ATOM 



13389 
13390 



OWO WAT W 889 
OWO WAT W 890 



24.022 



0.080 
25.469 



-27.406 
30.246 



1.00 
1.00 



28.09 
37.59 



-11.485 



47.94 
53.70 



ATOM 13391 OWO WAT W 89l" 



ATOM 
ATOM 



13392 
13393 



OWO WAT W 892 



-20.051 
28.323 



40.141 -^29.964 1.00 



-18.759 2.250 1.00 



ATOM 
ATOM 



13394 
13395 



OWO WAT W 893_ 



OWO WAT W 894~ 



-13.725 



3.047 
-38.717 



41.594 
35.166 



-14.611 1.00 



13.690 
-14.567 



1.00 



40.60 
65.84 



ATOM 
ATOM 



13396 
13397 



OWO WAT W 895 



OWO WAT W 89^ 



"6.541 



-24.699 



1.00 41.57 



"1^.596 1.00 40.11" 



ATOM 



ATOM 
ATOM 



13398 
1339^ 



OWO WAT W 897 
OWO WAT W 898 



OWO WAT W 899 



4.212 
20.988 



-15.360 



35.381 



-13.713 
-0.026 



1.00 30.21 



-28]845 24.913 6.387 



1.00 



1.00 
1.00 



50.12 
46.86 



13400 OWO WAT W 90O 



ATOM 
ATOM 



13401 
13402 



OWO WAT W 901 



-2.841 
-26.765 



7.482 -21.267 



39.01 



25.868 



-34.035 
-40.898 



1.00 



43.78 
45.59 



OWO WAT W 902 



-2.847 
10.458 



-5.410 
16.551 



1.00 
1.00 



ATOM 
ATOM 



13403 
13404 



OWO WAT W 903 



19.820 



44.54 
50.29 



ATOM 
ATOM 



13405 
13406_ 



OWO WAT W 904 



OWO WAT W 905 



25.425 
11.316 



10.107 
^.018 



-19.098 
1.691 



1.00 



1.00 



33.09 
30.10 



OWO WAT W 906 



31.188 21.620 6.776 



1.00 
1. 00 



31.98 
69.99 



ATOM, 
ATOM 



13407 
13408 



OWO WAT W 907 



-0.037 
37.432 



-18.132 
4.842 



-3.029 



OWO WAT W 908 



-20.466 1.00 



ATOM 
ATOM 



13409 
13410 



OWO WAT W 909 



ATOM 
ATOM 



13411 
13412 



OWO WAT W 910 



-6.764 
5.831 



15.581 -22.541 1.00 30.73 



OWO WAT W 911 



35.843 



27.068 
6.542 



20.479 1.00 57.51 



0.904 1.00- 51.52 



OWO WAT W 912 



1.213 8.006 -4.036 1.00 33.32 8 



ATOM 13413 OWO WAT W 913 



21.329 



ATOM 
ATOM 



13414 
13415 



OWO WAT W 914 



-21.674 



18.993 
3.097 



-23.742 1.00 35.59 



33.761 
13.090 



1.00 
1.00 



57.14 
46.61 



ATOM 
ATOM 



13416 
13417 



OWO WAT W 915 



-22.890 35.223 



OWO WAT W 916 



-37.198 5.799 -15.614 1.00 38.97 8 



ATOM 

ATOM_ 

ATOM 



13418 
13419 



OWO WAT W 917 



OWO WAT W 918 



22.689 
-13.405 



-5.548 -18.769 1.00 



31.870 25.897 1.00 



43.24 
42.67 



OWO WAT W 919 



-4 4.180 
20.168 



9.318 -44.209 



1.00 
"iTOO 



68.56 
23.26 



134^0 OWO WAT W 920 



-8.9Ct6 -16.401 
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ATOM 13^21 
ATOM 13422 



OWO WAT W 921 



OWO WAT W 922 



-31.470 
13.052 



24.082 
39.823 



5.359 
-12.456 



1.00 45.98 8 



1.00 33.80 8 



ATOM 1342^ OWO WAT W 923 



10.668 — 19.750 -4.641 1.00 34.51 8 



ATOM 13424 OWO. WAT W 924 



-17.788 3.247 28.714 1.00 46.83 8 



ATOM 13425 . OWO WAT W 925 
ATOM 1342 6 OWO WAT W 926 



7.672 -21.744 ~b.974 



l.bO 40.^7 8 
1.00 45.53 ~§ 



ATOM 13427 

ATOM 13428 

ATOM 13429 

ATOM 13430 



OWO WAT W 927 
OWO WAT W 928 



-11.411 19.840 -8.400 

20-652 25.562 -38.550 l.OO 44.79 



OWO WAT W 929 
OWO WAT W 930 



-4!263 -23.664 -30.157 1.00 44.00 8 

8 



.498 



-0.564 -11-835 -17. 
5.806 1^.402 21.044: 



1.00 27.33 
1.00 34.43 



ATOM 13431 



ATOM 



ATOM 



13432 
13433 



OWO 



WAT W 931 



-11.144 



WAT W 932 



OWO WAT W 



ATOM 13434 OWO WATW 



933. 
934 



28.342 
30.993 



4.778 
15.328 



- 20.750 
0.568 



1.00 34.72 8 



1.00 38.98 8 



2!667 -26.45^ 1.00 53.73 8 



3^.592 -14.920 -24.632 



ATOM 
ATOM 



13435 
"13436 



OWO 
OWO 



WAT W 
WAT W 



935 
936 



-3.268 
31.202 



-12.689 9.340 



1.00 

1,00 40.9"2 



5^.22 8 



8.002 -4.282 



ATOM 
ATOM 
ATOM 



13437 
13438 



OWO 
OWO 



WAT W 



937 

■93r 



37.790 



9.383 -15.182 
-0.1^3 



1.00 37.61 
1.00 76.57 



WAT W 



13439 OWO WAT W 939" 



-15.794 
-16.767 



>082 

^6.3^1 -46.848 



1.00 37.58 



1.00 44.15 



ATOM 
ATOM 



13440 
13441 



OWO 
OWO 



WAT W 
WAT W 



940 



-4.428 -4.867 - 



13.890 
40.947 



1.00 56. 
1,00 ^4" 



64 8 

12 8 



ATOM 13442 OWO WAT W 
ATOM 134 43 



941 
942 



-36.219 



4,045 



14.244 - 

"23,164 -58.779 



ATOM 
ATOM 
ATOM 



13444 
13445 



OWO 
OWO 



WAT W 943 



-23.588 -20.452 0.ab3 



1.00 51 
1.00 41. 



75 



51 8 



WAT W 



13446 
13447 



OWO WAT W 



944 
94r 



-5.556 
-7.747 



OWO 
OWO 



WAT W 
WAT W 



946 
947 



-22.456 
-20.833 



13.959, 
-19.75i" 



32.157 
37.660 



-16.216 
-3.892 



-11.936 
-14.664 



1.00 42 
1.00 ^7 



1.60 34 



>02 8 
.30 8 



04 

■77 ff. 



ATOM 



ATOM 
ATOM 



13448 
13449 



OWO 
OWO 



WAT W 
WAT W 



948 

949 



-14.086 
-6.179 



4.596 
-22.847 



-50.046 
-14.777 



1.00- 34 



1.00 49 
1.00 57 



■ 89 8 
,63 8 



ATOM 
ATOM 



13450 
13451 



OWO 
OWO 



WAT W 
WAT W 



950 
951 



-8.1^4 



10.716 
-9.679 



-9.068 
6.460 



1.00 45 
1.00 65 



.41 8 
r89 8 



35.153 
22.524 



,IB 8 

:83 8 



ATOM 
ATOM 



13452 
13453 



OWO 
OWO 



WAT W 
WAT W 



952 



24.916 
21.433 



7.927 
30.015 



1.00 43 



-8.532 
-19.334 . 



1.00 40 
1.66 59 



ATOM 



ATOM 
ATOM 



13454 
13455 



OWO WAT W 



OWO 



WAT W 
WAT W 



"95r 



47.770 -30.655 



7.411 -3.540 



-38.821 
15.069 



1.60 4i. 
1.00 36, 



91 



13456 



ATOM 
ATOM 



ATOM 
ATOM 



13457 
13458 



OWO 
OWO 



WAT W 



■95r 

■557- 



-35.983 
-18.585 



13.137 



3.848 



OWO WAT W 95 8 _ 



33.239 17.911 



13459 
13460 



OWO 
OWO 



WAT W 
WAT W 



959 
960 



20.778 



-9.781 
-21.587 



- 48.375 
9.255 



-13.189 
-20.547 



1,00 73, 
1.00 61. 



19 8 



1.00 50 



32 8 



46 8 
43 8 



-0.732 
36,603 



1,00 36 
1.00 42 



46 6 
30 8 



ATOM 
ATOM 



13461 
13462 



OWO WAT W 



OWO WAT W 



ATOM 
ATOM 



13463 
13464 



OWO WATW963 



4.224 



17.669 



-35.231 



0.534 
11.426 



17.785 
-11.430 



-2.280 
-45.600 



1.00 42 
1.00 39 



1.00 39 
1.00 S3 



76 8 



OWO 
OWO 



WAT W 
WAT W 



964 
"96r 



9.590 18.653 



ATOM 
ATOM 



13465 
13466 



-16.087 
-36.735 



-3.711 
18.294 



33.551 
-11.412 



1.00 49.35" 



OWO WAT W 



ATOM 



ATOM 



13467 
13468 



ATOM 
ATOM 



13469 
13470 



OWO 
OWO 



WAT W 



9^ 



8.051 



WAT W 



OWO 
OWO 



WAT W 
WAT W 



968 

■5sr 



-1.753 



42.686 
-20.788 



15.161 
-15.598 



8 

1.00 51.18 ~8 



-6.556 1.357 



-56.418 
-31.218 



1.00 41.42 8 



1.00 46 
1.00 3^ 



,58 8 
.74 8 



"970" 

TFT 



22. ni 
-6.977 



5.834 



12^931 1.00 40.03 b 



ATOM 13471 OWO WAT W 



ATOM 



ATOM 



ATOM 
ATOM 



13472 
13473 



OWO WAT W 



13474 
13475 



OWO 



WAT W 



972 
973 



-31.054 



31.999 
-1.610 



WAT W 
WAT W 



974 
975 



11.524 

-36-824 



3.973 
-12.366 



-1.437 
-33.521 



1.00 39.07 8 
.23 8 



-36.^09 
19.722 



1.00 45 
1.00 53 



26 



8 



"OWO 
OWO 



6.357 4,877 



1.00 50 
1.00 42 



.39 8 
.17 8 



ATOM 



ATOM 



13476 
13477 



WAT W 976 



OWO WAT W 



ATOM 
ATOM 



13478 
13479 



OWO 



WAT W 
WAT W 



977 
978 



7.589 
-0.765 



8.215 
22.596 



10.660 
-12.538 



-3.698 
12.705 



18.848 
-61.347 



-34.692 
-17.341 



i.OO 61 
1.00 50 



1.00 33 
1.00 42 



.87 8 

78 8 



.91 t 



OWO 

OWO 



w 

980 



ATOM 
ATOM 



13480 
13481 



WAT W 
WAT W 



-11.019 
-6,332 



24.307 
48.535 



-7.804 
-34.090 



OWO 



981 



ATOM 



ATOM 



13482 
13483 



OWO WAT W 982 



15.482 



OWO WAT W 983 



-3.643 



31.524 



1.00 39.81 8 



12.021 1.00 41.56 8 



ATOM 13484 



ATOM 13485 



ATOM 
ATOM 



13486 
13487 



OWO 
OWO 



WAT W 984 



-1.827 -13.413 



-55.474 1.00 53.48 8 



OWO 
OWO 



WAT W 985 



-39.828 19.137 



26.229 
^34.891 



1.00 55 
1.00 46 



.62 8 
:09 8 



WAT W 
WAT W 



986 
987 



11.502 -15.465 



-1.385 
-1.679 



1.00 31.03 8 



35.373 
17.737 



6.548 
32.714 



1.00 60 
1.00 62 



.05 8 

.57 8 



ATOM 
ATOM 



13488 
13489. 



OWO WAT W 988 



ATOM 
ATOM 



13490 
13491 



OWO 
OWO 



WAT W 
WAT W 



989 



990 



22.431 
3.271 



-3.364 
40.00^ 



-20.468 



-25.076 
-8.192_ 



l!oO 55.70 i 



1.00 48.44 



OWO 
OWO 



WAT W 
WAT W 



991 
992 



-6.480 



48.335 
7.020 



24.567 
-41.839 



1.00 42 
1.00 53 



.64 8 
.16 8 



ATOM 
ATOM 



13492 
13493 



17.797 
26.933 



ATOM 
ATOM 



13494_ 
13495! 



OWO 
OWO 



WAT W 

WAT W 



993 



-5.172 



ATOM 



13496" 



OWO 
OWO 



WAT W 
WAT W 



994 
"995" 



- 24.762 
6.400 



-14.132 



-19.867 
3.479 



1.00 57 
1.00 61 



.11 8 

63 8 



11.676 



996 



-20.867 31.295 



ATOM 134 97_ 
13498^ 
13499. 



ATOM 
ATOM 



OWO 
OWO 



WAT W 997 



-45.950 6.888 



22.681 
-34.616 



1.00 55 
1.00 45 



06 8 
02 8 



WAT W 
WAT W 



998 
W 



-19-527 
-1^.020 



4.266 
1.591 



-35.891 
20.576 



1.00 46 
1,00 47 



.85 8 



Jl 8 

11 8 



OWO 



30,473 1.00 44 
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ATOM 13500 

ATOM 13501 ■ 

STOM — 13502 OMO WAT W1002 



OWO WAT WIOOO 
OWO WAT WlOOl 



-17.056 -25.273 -18.649 1>00 5 1.02 8 
33.915 -11.690 8 .032 1>00 62.41 8 



-2.733 ?n!^41 -61.965 1-00 48.07 8 



ATOM 13503 OWO WAT W1003" 



6.188 ^-873 21.047 1.00 42.04 8 



2.131 -2^>^74 1-00 32.56 8 



ATOH 13SgT 

ATOM 13505 

ATOM 1 3506 
ATOM 



OWO WAT W1004 



OWO WAT W1005 



24.980 
8.933 



37.659 14.410 1.00 38.67 1 



OWO WAT W1006 



8.082 31.457 



13507 OWO WAT W10Q7 



23.284 2.850 



1.192 
-32.094 



1,00 40.44 8 



ItOM 13508 OWO WAT W 1008 -26.221 15. 948 18.054 



ATOM 13509 OWO WAT W1O09 



24.590 31.633 



ATOM 13510 OWO WAT WlOlO 



-27.109 -19.965 -21.54/ 



1.00 57.17 

1.00 50.54 

20. 116 1.00 38.33" 
1.00 46.70" 



8 



8 



ix TOM 13511 OWO WAT WlOll 
&TOM 13512 OWO WAT W1012 



- 12.^07 34.526 24.835 1.00 43.57 ^ 
12.080 -12.507 1.^78 1.00 38.79 8 



-28 .153 19.008 -41.651 1.00 61.98 8 
•-:^6.335 1.^04 -5^6 1.00 44.10 8 



ATOM 13513 OWO WAT W1013 



ATOM 13514 OWO WAT W1014 



06 8 



ATOM 13515 



ATOM 13516_ 
ATOM 13517 
ATOM 13518 



OWO WAT W1015 
OWO WAT W1016 



-35.810 



OWO WAT W1017 
OWO WAT W1018 



21>836 



21.220 
-34.666 



16.579 
33.568 



.078 



■23. ( 
-7.780 



1.00 35--- 
1.00 36.06 



31.i^4 



29.062 -27 



21 .286 

^9^ 



1.00 40.2^ 
1.00 37.15" 



47 . 67 8 



ATOM 



ATOM 



13519 
1^520 



OWO WAT W1019 



21.456 



OWO WAT W1020 



14.777 



l6.^4S -34,019 iTOO 

38.391 -14.020 1.00 41.25 



-2^.509 31.6^4 22.^^1 l.bO ^9.32 8 
^5.738 31.^82 -38.695 1.00 41.81 



ATOM 13521 OWO WAT W1021 



ATOM 13522 OWO WAT W1022" 



63.73 8 



ATOM 13523 OWO WAT W1023 



7.832 
-24.299 



36.338 
28.930 



-40.188 
2^.739 



1.00 

1.00 47.44 



ATOM 13524 OWO WAT W1024'' 



-35!299 13.730 -26.812 1.00 32.70 T 



ATOM 



13525 
13526 



OWO WAT W1025 
OWO WAT W1026_ 



1.06 ^6.8l 
1.00 58.29 



ATOM 



ATOM 13527 OWO WAT W1027 



20.737 25.222 i>./5;g 



13.553 



ATOM 13528 owe WAT W1028 



-13.744 



3.034 -34.879 
49.226 -31.036 



1.00 55.49 8 



7!450 24.5^7-40.407 1.00 54.06 "8 



ATOM 1:^5:^9 OWO WAT W1029 



ATOM 13530 OWO WAT WlOSOl 



"23.875 18.098 -22.674 1.00 53.04 8 



-22.294 12.^12 16.202 1.00 39.05 "8 



ATOM 13531 OWO WAT W1031 



2!o80 1.750 -14.092 1.00 53.70 T 



ATOM 13532 OWO WAT W1032 



56 -AAU 1.00 47.2^ 8 



ATOM 13533 OWO WAT W1033 



-25.973 
-5.459 



29.4^- 
41.608 



1^[^A± 1.00 37.31 T 



ATOM 13534 OWO WAT W1034 



ATOM 13535 



OWO WAT W1035 
OWO WAT W1036 



14.839 
30.502 



>i0.^0 9 14.370 
24.711 



1.00 58.60 8 
1.00 43.89 



ATOM 13536 



ATOM 



13537 OWO WAT W1037 



ATOM 13538 OWO WAT WlOSf 



0.108 



23.016 _- 
27.596 -47.975 



-11.710 21.377 -507( 
-36.369 -17.407 -13.615 



7629" 



1.00 49.59" 



1.00 40.94 
1.00 59.62 



ATOM 13539 OWO WAT W1039 



ATOM 



ATOM 



13540 
13541 



OWO WAT W1040 



-30.364 



ATOM 13542 



OWO WAT W1041 
OWO WAT W1042 



17.633 -16.196 

^8.909 -7.503 13.87/ 
10.862 ^8.711 



1.00 50.71 
1.00 54.52" 



-11.200 1.00 38.91 8 



-11.407 ^.^7^ -45.199 1.00 71.30 8 
-28.202 -18.723 



ATOM 13543 OWO WAT W1043 



ATOM 



ATOM 



13544 
13545 



OWO WAT W1044 



OWO WAT W1Q45 



-44. 247820" 



- 29.970 
4.069 



1.00 59.51 
1.00 56.96 



ATOM 13546 OWO WAT W1046 



-6.879 13.932 9.021 1.00 43.39 8 



ATCM 13547 OWO WAT W1047 



-3.317 36.752 5.863 1.00 61.09 8 



00 31.50 "8 



ATOM 



13548 
13549 



OWO WAT W1048 



17.025 



30.784 
3^.856 



6.083 



9.595 
20.792 



l.C 

1.00 46.10 



ATOM 



ATOM 13550 



OWO WAT W1049 
OWO WAT WIOSO 



3.606 



0.008 28.586 



ATOM . 13551 



ATOM 13552 



OWO WAT WlOSl 
OWO WAT W1052 



19.914 



32.614 



1.00 52.54* 
1.00 55. 6T 



8.508 



8 



18.660 

5.303 1.00 51.06 8 



1.00 60.72 ^ 



ATWL 



ATOM 



13553 
13554 



OWO WAT W1053 



35.418 



OWO WAT W1054 



-31.058 
23.144 



17.765. 
1.836 



10.476 
2.689 



1.00 52. 
1.00 40. 



28 8 

38 8 



ATOM 13555 OWO WAT W1055 



30.512 



7.523 
-27.235 



1.00 66. 
1.06 76" 



H TQM 13556 OWO WAT W1056 



29.866 



-5.224 
-18.111 



85 8 

61 8 



ATOM 



"13557 



OWO WAT 
OWO WAT 



W1057 



-6.599 



4.788 



1.60 43 
1.00 40 



>62 8 
.27 8 



ATOM 13558 



W1058 



-41.289 -9.210 -15.515 



Stom 13559 OWO WAT W1059 



14.359 
9.642 



-2.962 



16.520 
26.077 



,58 8 
50 8 



ATOM 13560 OWO WAT 



ATOM 13561 



OWO WAT 

OWO WAT 



W1060 
W1061 



22.821 
-10.584 



-11.026 - 



20.760 
-11.15T 



19.856 
16.954 



1.00 45 



l.Ob 65 
1.00 46 



ATOM 13562 



W1062 



AT(M 13563 OWO WAT W1063 



-43.286 -6.054 -30.664 



ATOM 



ATOM 



13564 
"13565 



OWO WAT 
OWO WAT 



W1064 



21.344 9.035 



ATOM 13566 OWO WAT 



W1065 
W1066 



6.032 10.060 



-34.748 
-41.003 



1.00 76 
l.Ob 30" 



78 8 
76 8 



l.bO 59 



_65 8 

32 8 



8.032 
16.972 



8.122 -42.098 



1.00 49 
1.00 36 



,12 8 
.19 8 



ATOM 13567 OWO WAT W1067" 



26.177 9.218 



l.Ob ^0, 

1.00 55. 



1 

52 8 



ATOM 13568 OWO WAT WloTf 



- 12.155 
6.058 



29.251 -49.616 



ATOM 13569 OWO WAT W1069 



-19.354 -23.963 



ATOM 13570 OWO WAT W1070 



~3S.084 14.080 -3.490 1.0026 



ATOM 1357 1_ 



OWO WAT 
owe WAT 



W1071 



-1.934 



40.465 
25.201 



-8.533 



1.00 61 
1.00 60 



84 b 
.73 8 



.10 8 
.97 8 



ATOM 13S"72 



W1072 



-41.174 



ATOM 13573 OWO WAT W1073 



-22.963 10.568 



3.417 
-53.804 



1.00 50 
1.00 45 



.94 8 



ATOM 13574 OWO WAT W1074 



-33.957 6.359 3.683 



ATOM 



ATOM 



13575 
13576 
"13577" 



OWO WAT 



OWO WAT 



W107S 
W1076 



^1.712 23.217 -18.456 1.00 34.93 8 

.62 8 



9.453 -3.209 -40.514 



OWO WAT 
OWO WAT 



W1077 
W1078 



-10.852 



-10.541 
39.740 



8.040 



1.00 41 
1.00 43. 



-•>.282 1.00 37 



OT , 

48 8 



ATOM 13578 



-5.721 
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ATOM 13579 OWO WAT W1079 



3.592 40.301 



ATOM 13580 OWO WAT W1080 



-12.227 41.975 



ATOM 13581 OWO WAT W1081 



-17.164 
21.770 



1.00 67.37 8 



1.00 43.61 8 



34.509 1.502 -24.190 I.OO 43.18 T 



ATOM 13582 

ATOM 13583 

ATOM 13584 

ATOM 1 3585 



OWO WAT W1082 



"31.539 24.176 



OWO WAT W1083 
OWO WAT W1084 
OWO WAT W1085 



-23.013 23.551 



-17.111 
-37.868 



1.00 54.29 
1.00 43.72" 



8 



-8.207 -2.144 -47.914 1.00 44.79 



6.414 - 



1^.982 -15.128 1.00 50.35 8 
12.189 -46.103 1.00 50.92 8 



ATOM 



ATOM 



13586 
13587 



OWO WAT W1086 



ATOM 
ATOM 



13588 
13589 



OWO WAT W1087 



-19.859 



OWO WAT 
OWO WAT 



W1088 



7>080 
^4.155 



3>220 23.880 
l6.4^& -19.368 



1.00 75.69 
1.00 61 .tT 



W1089 



20.606 -20.938 



.676 
33,233 



1.00 55.16 
1.00 52.81" 
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ATOM 



ATOM 
ATOM 



13590 
13591 



OWO WAT W1090 
W1091 
W1092 



-17.783 1.905 



OWO WAT 
OWO WAT 



10.226 34.229 -37.438 1.00 40. 4l' 



ATOM 



13592 
13593 



21.^66 -18.859 -4.291 1.00 38.04 



OWO WAT W1093 



1.517 



ATOM 
ATOM 



13594 
13595" 



OWO WAT W1094 



14.266 
-4.672 



28.326 
-12.429 



■31.275 



3.413 
38.450 



1.00 39.70 
1.00 41.90 



ATOM 
ATOM 



13596 
13597 



OWO WAT 



OWO WAT 
OWO WAT 



W1095 
W1096 



-23.185 



-5.769 
34.567 



-7.912 
-14.563 



1.00 46.23 
1.00 48.71 



W1097 



11.027 
39.613 



1.00 44.40 
1.00 36.02 



AT OM 13598 OWO WAT W1098' 
OWO WAT W1099 



-10.567 



-3.650 



ATOM 
ATOM 



13599 
13600 



-11.810 



36.977 
10.845 



-44.743 
-40.021 



1.00 45.19 
1.00 35.56 



OWO WAT WllOO 



-20.711 
-28.828 



ATOM 
ATOM 



13601 
13602 



OWO WAT WllOl 



25.696 
6.314 



2.970 
-23.758 



1.00 54.00 
1.00 42.35 



OWO WAT W11Q2 



31.018 
-12.507 



1.00 49.15 
1.00 37.00 



ATOM 



ATOM 
ATOM 



13603 
13604 



OWO WAT Wl 103 



OWO WAT W1104 



5.913 
20.447 



-1.161 



24.858 



-41.028 
18.694 



ATOM 



13605 
1360^ 



ATOM 
ATCTJ 



13607 
13608 



OWO WAT 
OWO WAT 



W1105 



4.529 -11.277 1.00 34.28 



W1106 



-29.645 27.508 -4.726 1.00 SITtO 



OWO WAT W1107 



OWO WAT W1108 



- 41.375 
7.367 



17.952 -37.414 



13.770 
3.807 



-10.588 



1.00 48.75 
1.00 41. 9^" 



1.00 75.g<r 
1.00 60.67 



_8 
8 
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ATOM 
ATOM 



13609 
13610 



OWO WAT WHO 9 



-6.143 



ATOM 
ATOM 



13611 
13612 



OWO WAT WlllO 



OWO WAT Willi 



35.013 
11.459 



-8.541 
3.858 



-5.682 
-36.340 



1.00 4i.er 

1.06 24.0^ 



OWO WAT 



W1112 
Wlil3 



-19.724 



9.542 
-22.088 



-22.278 
19.977 



1.00 49. dy 

1.00 34.43 



ATOM 



ATOM 
ATOM 



13613 
13614 
13615 



OWO WAT 



OWO WAT W1114 



-4.079 



OWO WAT 



ATOti 13616 OWO WAT 

ATOM 13617 OWO WAT W1117 
ATOM 13618 



W1115} 
Wlll^ 



5.493 
-16.897 



28.847 
-33.853 



18.554 



-30.980 1.00 88.41 



-13.364 



-18.207" 
-0.968 



-4.625 
-9.808 



35.002 



-44.379 
-11.236 



1.00 37.01 
1.00 69.30 



_8 
8 
8 



OWO WAT W1118 



13.934 



ATOM 



ATOM 



ATOM 
ATOM 



13619 
13620 



OWO WAT 



13621 
13622 



OWO WAT 



W1119 
W1120 



OWO WAT W1121 



30.028 
-18.645. 



-5.015 



27.670 
37.430 



-10.554 
4.558 



1.00 49.61 



-11.800 
23.133 



6.204 

-7.563 



1.00 52.99 
1.00 29. IT" 



1.00 37.73 
1.00 61.83" 
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8 
8 
8 
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ATOM 
ATOM 



13623 
13624 



OWO WAT W1122 



5.269 



OWO WAT W1123 



-21.437 25.635 



-37.454 
36.219 



1.00 57.87 
1.00 52.02 



OWO WAT W112 4 



-16.023 



-0.742 
22.039 



ATOM 13625 OWO WAT 



ATOM 
ATOM 



13626 
13627 



OWO WAT 



W1125 
W1126 



26.512 



-16.558 
-2.631 



19.725 
3.048 



25.879 



-3.554 
37.845 



1.00 28.15 
1.00 45.71 



OWO WAT W1127 



1.00 74.49 
1.00 39.48" 



ATOM 
ATOM 



13628 
13629 



OWO WAT W1128 



-8.179 



-12.642 
11.042 



5.588 
-11.618 



OWO WAT W1129 



-9.135 
-22.645 



1.00 70. 8F" 
1.00 53.11 



ATOM 
ATOM 



13630 
13631 



OWO WAT W1130 



OWO WAT W1131 



14.74^ 
24.387 



24.571 
-15.606 



5.^21 



29.739 
0.414 



1.00 37.33 
1.00 47.37 



ATOM 
ATOM 



13632 OWO WAT W1132 



-28.987 
-29.954 



13633 OWO WAT W1133 



22.872 17.466 



1.00 46.89 
1.00 49.13 



ATOM 
ATOM 



13634 
13635 



OWO WAT W1134 



15.442 
-34.789 



31.260 



-21.907 
■9.792 



OWO WAT W1135 



-16.246 



ATOM 
ATOM 



1363^ OWO WAT wiiTe" 



10.950 6.433 



■42.457 
-44.247 



1.00 41.74 
1.00 57. 7T" 



1.00 50.42" 
1.00 52.50" 



13637 OWO WAT W1137 



-42.849 16.249 



ATOM 



ATOM 
ATOM 



13638 
13639 
13640 



OWO WAT 



OWO WAT 



W1138 
W1139 



-40.378 
-5.7^1 



-6.471 
20.574 



-44.508 



OWO WAT W1140 -33.800 8.388 



■61.345 
0.369 



1.00 75.16 
1.00 44.54 



ATCffg 
ATOM 



13641 
13642 



OWO WAT W1141 



-29.445 



23.242 
-14.274 



-18.039 
-22.097 



1.00 34.75 
1.00 33.13" 



OWO WAT W1142 



10.887 
35.824 



24.205 
14.^^5 



1.00 59. §0" 
1.00 49.78 



ATOM 13643 OWO WAT W1143 
ATOM ^' 



ATOM, 



ATOM 
ATOM 



13644 
13645 
13646 



OWO WAT W1144 



32.67 6 



21.554 



OWO WAT M1145 



-15.729 12.958 



5.324 



OWO WAT W1146 



20.418 
■-1.8^1 



1.840 



14.256 
-31.936 



1.00 33.94 



1.00 44.23 
1.00 46.54 



13647 
13648 



OWO WAT W1147 



46.110 
22.822 



-31.394 
9.940 



ATOM 
ATOM 



OWO WAT W1148 



-5.804 



1.00 55.05 
1,00 46.'93" 



13649 
"13650" 



OWO WAT 
OWO WAT 



W1149 



-20.367 



41.143 

38.794 



-16.853 
-17.663 



ATOM 
ATOM 



W1150 



-20.624 
-^.321 



1.00 42.33 
1.00 43. 8F 



13652 
13653 



OWO WAT W1151 



-19.251 



-8.034 
-40.477 



1.00 47.47" 



ATOM 
ATOM 



OWO WAT W1152 



-4.726 -3.935 



13654 
13655 



OWO WAT W1153 



-0.147 46.613 



-33.170 
14.684 



1.00 48.31 
1.00 43.09" 



ATOM 
ATOM 



OWO WAT W1154 



-10.525 
-46.174 



8.729 



0.798 -38.160 1.00 43.50" 



13656 
13657 



OWO WAT W1155 



OWO WAT 



W1156 
W1157 



-16.214 34.972 



22.061 
"0.29^ 



1.00 34.19 
1.00 41.27" 



13658 OWO WAT 



-18.103 -20.074 



wo 2004/029239 
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ATOM 13659 



OWO WAT W1158 
OWO WAT W1159 



24.834 -21.003 
"28.519 33.064 - 



4.082 



1.00 38 
1.00 56 



,50 8 



ATOM 



136^0 



ATOM 13661 



OWO WAT W1160 
OWO WAT W1161 



6.225 -15.465 



13.285 
26.629 



87 8 



1.00 42.48 8 



ATOM 13662 



3.521 -15.137 



6.682 
-46.006 



1.00 42.24 



ATOM 13663 OWO WAT W1162" 



•^26.689 



ATOM_ 



ATOM 



136^4 
13^65 



OWO WATW1163 



-5.584 



26.031 
-1.006 



OWO WAT W1164 



-5.565 40.974 



-1^.^68 



1.00 45.41 



1.00 36.39 8 



1.00 37.86 8 



ATOM 13666 OWO WAT Wllfeb 



20.420 



-1.359_ 
5.25^^ 



-28.865 1.00 60.59 8 



ATOM 13667 
ATOM 13668 



OWO WAT W1166 
OWO WAT W1167 



24.312 



22.493 1.00 62.92 8 



ATOM 



ATOM 



13669 
13670 



OWO WAT W1168 



13.254 to. 319 -42.356 1.00 55.94 8 



-6.885 24.223 



OWO WAT W1169 



5.238 



38.286 
12.422 



27.098 
-34.421 



1.00 36.72 8 



-24.30^ 
-45.505 



1.00 38 . 
1.00 46 



44 8 



61 8 



ATOM 13671 OWO WAT W1170 
ATOM 13672 " 



-35.338 



OWO WAT W1171 
OWO WAT W1172 



-36.001 2.900 



-14.682 41.549 -38.783 



1.00 53. 
1.00 30 



22 

9r 



ATOM 13673 



1.00 43 
1.0b 54 



J05" 



ATOM 13674 



OWO WAT W1173 
OWO WAT W1174 



-3.142 18.540 -6.390 



ATOM 13675 



-0.402 45.486 -21.370 



1.00 35 
1.00 55. 



ATOM 



13676 



OWO WAT W1175 
OWO WAT W1176 



-25.611 



27.976 
1^.793 



-2.166 
-53.005 



ATOM 13677 



10.444 



ATOM 13678 OWO WAT W1177" 



35.880 
25.961 



16.603 
3.240 



2.630 
r28.820 



1.00 58.94 
1.00 54.51 



ATOM 



ATOM 



13679 
.13680 



OWO WAT W1178 



OWO WAT W1179 
OWO WAT W1160 



-3.019 



28.120 
12.345 



-57.203 
24.619 



1.00 49 
1.00 47 



ATOM 13681 



18.206 



7.845 32.621 -36.364 



i.OO 54 
1.00 45 



39 



8 



ATOM_ 



13682 



OWO WAT W1181 
OWO WAT W1182 



.91 



ATOM 13683 



ATOM 13684 

ATOM 13685 

ATOM 13686 

ATOM 13687 



OWO WAT W1183 
OWO WAT Wlie4 



15.119 
-11.448 



-10.352 
46.296 



-21.356 



-16.376 1.00 66 



.01 

-ST 



-21.396 8.537 31.509 



OWO WAT W1185 
OWO WAT W1186 



-9.076 -18.466 -8.297 



1.00 54 
1.00 61 



.57 



-t-^WW* w .-w 

ATOM 13^88 OWO WAT W1187 
ATOM 13689 OWO WAT W1188 



32.687 
-21.795 



20.994 
36.^61 



-12.711 
-8.^04 



1.00 53 



17 8 



09 

:or 



ATOM 



ATOM, 



ATOM 



13690 
13^91 
13692 



OWO WAT W1189 



-7.671 
36.949 



12.549 



OWO WAT W1190 



-2^.24i 



21.817 
27.9ii 



-3.379 
17.286 



1.00 47 
1.00 33 



19 



8 



1.00 55.81 8 



OWO WAT W1191 



-21.230 



9.277 



1.00 47.07 8 



2^.074 
-48.182 



1.00 68.74 



ATOM 



ATOM 



13^93 
13694 



OWO WAT W1192 



-36.264 



OWO WAT W1193 
OWO WAT W1194 



5.646 
7.063 



-18.942 
-0.611 



1.00 75.89 



-21.131 1.00 57.91 8 



ATOM 13695 



29.824 
29.592 



1.00 71.67 8 



ATOM 13696 



OWO WAT W119S 
OWO WAT W1196 



0.336 
-6.575 



17.034 
iO.925 



-18.341 



1.00 65 
1.00 46 



.97 



8 



72 6 



ATOM 13697 
ATOM 13698 



ATOM 13699 



ATOM 13700 



OWO WAT W1197 
OWO WAT W1198 



OWO WAT W1199 
OWO WAT W1200 



-5.005 
-18.002 



-4^.338 



32.888 
39.490 



20.603 



-31.140 



1.00 48, 
1.00 44 



07 
59" 



■^^.374 -11.064 1.00 41.56 ~B 



23.453 8.921 1.00 44.38" 



ATOM 13701 



8 



ATOM 13702 



OWO WAT W1201 
OWO WAT W1202 



-3.220 
0.919 



9.852 -59.809 1.00 51.21 8 



ATOM 13703 



-17.273 -29.081 1.00 49.15 



8 



ATOM 



13704 OWO WAT W1203 



.33.974 
3.726 



17.409 
-7.026 



24.005 
-40.226 



1.00 67.25 8 



ATOM 13705 OWO WAT W1204' 



-21.052 
2.156 



1.00 35 
1.00 53 



.91 8 

1 



ATOM 13706 



OWO WAT W1205 
OWO WAT W1206 



-22.341 



34.887 
39-431 



1.00 49 
1.00 40 



3r 
:6r 



ATOM 137^7" 



-6.168 



ATOM 13?g8" 



OWO WAT W1207 
OWO WAT W1208 



-17,205 



35.343 
6.913 



-0,099 



-16[l30 1.00 39.07 

Tor 



ATOM 13709 



0.064 



ATOM 13710 



OWO WAT W1209 
OWO WAT W1210 



6.540 26.087 -47.373 



1.00 50 
1.00 55 



6T 
32 



ATOM 13711 



-9,739 



40.076 
9.875 



-11.585 



ATOM 



ATOM 



13712 
137TT 



OWO WAT W1211 
OWO WAT W1212 



37.942 



-12.501 1.00 42 



-16.040 
33.804 



25.734 34.571 1.00 72.28 8 



ATOM 13714 OWO WAT W1213 



-12.988 -1.859 



1.00 47 
1.00 51 



49 

IT 



ATOM 13715 



OWO WAT W1214 
OWO WAT W1215 



20.423 
13.867 



44.289 
-5.260 



-32.360 



29.941 llb o 38.05 
20 



ATOM 13716 



OWO WAT W1216 
OWO WAT W1217 



1.00 44 
1.00 40 



ATOM 137 IT 



-33.976 10.317 2.553 



ATOM 13718 



-13.492 -24.172 -34.850 



.71 



ATOM 



ATOM 



13719 
13720 



OWO WAT W1218 



-38.753 



ATOM 13721 



OWO WAT W1219 
OWO WAT W1220 



-10.648 



14.028 
10.568 



4.046 



-11.243 



1.00 46 
1.00 43 



-10.109 -1.876 -39.397 1.00 32.40 



.54 8 



8 



ATOM 13722 



OWO WAT W1221 
OWO WAT W1222 



-19.206 -11.525 -41.189 1.00 33.14 8 



.96 

TfT 



ATOM 13723 
ATOM 13724 



OWO WAT W1223 
OWO WAT W1224 



-5.848 
-4.751 



41.583 -0.654 



40.434 -2.922 



1.00 40 
1.00 36 



1.00 64.46 8 



ATOM 13725 



-4.224 -24.156 



-13.895 
21.350 



ATOM 13726 



ATOM 



ATOM 



13727 
"13728 



OWO WAT W122S 
OWO WAT W1226 



OWO WAT W1227 



-19.252 
-22.528 



38.675 



16.048 
-12.684 



13.045 33.575 1.00 40 



1.00 4 5.60 



32.769 



-0.721 
-36.691 



1.00 44.60 8 



1.00 55.23 8 



ATOM 13729 



OWO WAT W1228 
OWO WAT W1229 



-25.862 
'29.056 



ATOM 13730 



-20.559 



-23.447 1.00 54.18 8 



ATOM 13731 
ATOM 13732 



OWO WAT W1230 
OWO WAT W1231 



34.792 
10.600 



17.654 
34.262 



■11.777 
-39.943 



1.00 39.64 



8 



1.00 65.29 8 



ATOM 13733 



ATOM 13734 
ATOM 



OWO WAT W1232 
OWO WAT W1233 



ATOM 13736 



T3735 OWO WAT W1234" 



-38^003 12^877 -23.839 l.OO 34.55 

.06 



"9.030 



OWO WAT W1235 
OWO WAT W1236 



-5.320 
6.938 



36.313 
11.974 



21.065 



9.019 
40.179 



-12.445 



1.00 50. 
1.00 52. 



-45.558 1.00 40.T3" 



8 



-37!719 1.00 54.60 8 



ATOM 13737 



5.568 
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ATOM 



ATOM 



ATOM 
ATOM, 



13738 
13739 



OWO WAT W1237 



"13740 
13741 



OWO 
OWO 



WAT 
WAT 
WAT 



W1238 



20,304 27 > 207 -29.598 
15.08^ 3 ^>392 _16J>12 



1.00 36.48 
1.00 42. 7T 



W1239 
W1240 



9.690 
-23.881 



T2.02S 3.483 1.00 39.00 8 



OWO 



ATOM 
ATW 



13742 
13743 



OWO WAT 



ATOM 
ATOM 



13744 
13745 



OWO WAT 



W1241 
W1242 



10.174 



- 24.346 -22.702 
7.36^ 25.861 



1.00 68.20 
1.00 45.33 



18.797 9.619 24.290 



OWO 
OWO 



WAT 
WAT 



W1243 
W1244 



38.243 6.371 -13.317 
-39.662 



1.00 46.02" 
1.00 60.30" 



8 



ATOM 



ATOM 



13746 
"13747 



OWO WAT 



OWO WAT 



W1245 
W1246 



7.914 
17.924 



-8.356 



28.459 



£tOM 13748 OWO WAT W1247 
" OWO WAT W1248 



-7.001 -19.406 
8.690 9.439 



28.641 
•35.867 



1.00 63.49 
1.00 76. 8g" 



ATOM 



ATOM 



13749 

13750 



ATW 



ATOM 



13751 
13752 



OWO WAT 



OWO WAT 



W1249 
W1250 



-32.847 14.001 



"54.346 
-27,213 



1.00 42.08" 
I. 00 63.95 



-ll!079 28.781 30.879 



1.00 35.63" 
1.00 60.32" 



6.855 10.554 25.036 1.00 48.72 



OWO WAT W1251 



ATOM 13753 OWO WAT W1252 



2.055 
-9.460 



ATOM 
ATOM 



13754 
13755 



OWO WAT W1253 



-26.258 -19.479 
-7.27^ 



20 .186 -49.705 
24.788 



inni: 



1.00 41.32 
1.00 42. 6T 



1.00 ^s.sr 

1.66 ^3.25" 



44.779 -30.624 1.00 72.70 8 



8 



ATOM 



ATOM 



13756 
13757 



OWO WAT 



OWO WAT 



W1254 
W1255 



-2.020 



ATOM 



ATOM 



13758 
13759 



OWO WAT W1256 



-29.290 9.937 - 



OWO WAT 



OWO WAT 



ATOM 1^760 QWQ WAT 



W1257 
Wl^^^' 



-11.006 
-32.506 



20.967 



29.854 



31.345 
-25.910 



1.00 55.65 
1.00 45.18" 



ATOM 
ATOM 



13761 
13762 



OWO 
OWO 



WAT 
WAT 



W1259 
W1260 



-19.125 



18.570 



18.961 
-20.550 



-5.403 
34.597 



20.137 1.00 63.56 6 



-21.575 



'2.014. 

-25.782 -24.344 



'23.477 1.00 45.87 k 



1.00 58.58 
1.00 45.48 



W1261 
W1262 



24.896 
1.641 



1.00 53.88 8 



ATOM 



ATOM 



13763 
13764 



OWO WAT 



-21.28^ 



ATOM 
ATOM 



13765 
13766 



OWO 
OWO 



WAT W1263 



-41.901 



21.045 
26.472 



WAT 



W1264 
W1265 



-24.463 



-12.586 
-19.826 



5.750 



1.00 37.80 
1.00 45.42 



8 



_8 
8 



OWO 

"ow5" 



WAT 



28.986 



0.137 



1.00 52.31 
1.00 47.00 



ATOM 13767 
ATOM 13768 



WAT 



ATOM 
ATOM 



13769 
13770 



OWO 
OWO 



WAT 



W1266 
W12^7 



10.996 



WAT 



W126e 
W1269 



-8.538 



2.132 
-18.950 



-42.592 



-13.226 1.00 43.24 8 



-34.271 3.746 



5.554 
19.785 



1.00 50.77 
1.00 48.24' 



OWO 
OWO 



WAT 
WAT 



9.459 
-10.484 



0.926 



-12.642 1.00 30.05 8 



ATOM 13771 



W1270 



ATOM 13772 OWO 



ATOM 
ATOM 



13773 
13774 



OWO 



WAT 
WAT 



W1271 



W1272 
W1273 



-4.968 
-28.251 



-20.396 
1.248 



36.861 1.00 38.74 8 



-20.988 
17.263 



-26.463 



1.00 52.83 
1,00 46.69 



OWO WAT 



ATOM 13775 OWO WAT W127T 
ATOM 13776 OWO WAT W1275 
ATOM 13777 OWO WAT W127g 



^.20^ 
-24.333 



10.385 



-17.843 
5.060 



1.111 



-38.266 



24.312 



1.00 49.89 
1.00 47.15 



-20.914 -7.355 17.899 1.00 62.20 



8 
8 



ATOM 
ATOM 



13778 
13779 



OWO WAT 



OWO WAT 



W1277 
W1278 



- 16.673 
-6.343 



21.392 
24.973 



-48.920 
-55.105 



1.00 36.10 



1.00 43.40 
1.00 50. OT" 



ATOM 
ATOM 



13780 
13781 



OWO WAT 



W1279 
W1280 



-10.962 
34.905 



-4.860 



19.411 
22.905 



1.00 43.27" 
1.00 49.88" 



ATOM 
ATOM 



13782 
13783 



OWO WAT 



OWO WAT W1281 



OWO WAT W1282 



26.256 
19.615 



22.233 



21.505 -9.103 



28.115 30.766 



ATOM 13784 OWO WAT W1283" 



-5.419 33.759 -40.435 



1.00 56.60" 
1.00 32.43 



ATOM 
ATOM 



13785 
13786 



OWO 
OWO 



WAT 
WAT 



W1284 
W1285 



-12.850 
-8.425' 



46.033 



-22.716 
10.205 



1.00 46.71 
1.00 44.82 



8 
"8 



36.669 
29.060 



ATOM 13787 OWO WAT 



ATOM 13788 OWO WAT 
ATOM 13789 OWO 



W1286 
W1287 



0.153 



23.747 31.994 



-19.804 
-26.466 



1.00 32.09 8 



ATOM 



ATOM 
ATOM 



13790 
13791 



ATM 



ATOM 



13792 
13793 



OWO 
OWO 



WAT 
WAT 



W1288 



WAT 



W1289 
W1296 



22.043 
-33.293 



25.383 



23.748 



-25.708 
-14.749 



1.00 52.08 
1.00 69.13" 



OWO WAT W1291 



-7.942 42.792 13.189 



1.00 53,91" 
1.00 49.65 



ATOM 
ATOM 



13794 
13795 



OWO WAT W1292 



-26.587 -5.426 6.743 



OWO 
OWO 
OWO 



WAT 



WAT 
WAT 



W1293 
W1294 



0.840 7.274 -11.737 



1.00 46.65 
1.00 46.20" 



35.124 
"20.8')7 



-1.714 -2.088 



1.00 37.78 
1.00 48.40" 



"8 



-11.579 40.266 -1.131 1.00 39.41 8. 



13796 



ATOM 
ATOM 



13797 
13798 



OWO 
OWO 



WAT 



W1295 
W1296 



-5.769 -26.303 



-1.981 
-39.691 



7.188 
-6.647 



-61.263 



'l.OO 61.25 
1.00 54. oF 



JL 
8 



ATOM 
ATOM 



13799 
13800 



WAT W1297 



OWO 
OWO 



WAT 
WAT 



W1298 
W1299 



-25.553 
16.311 



10.410 



-27.006 
"3377^ 



'1.66 ^9. or 
1.00 51. eT 



ATOM 13801 



ATOM 



ATOM 



"13802 
"13803 



OWO 

OWO 



WAT 



WAT 



wi3bo 

W1301 



-4.821 -31.128 



"1.305 30.047 -48.068 



ATOM 13804 



ATOM 



ATOM 



13805 
13806 



OWO 
OWO 



WAT W1302 



-7.943 
2.384 



28.356 



15.226 



-51.724 
-6.331 



1.00 69.76 
1.00 37. OT 



1.00 48.79 



OWO 



WAT 
WAT 



W1303 



W1304 



0.213 
-19.507 



-17.311 



ATOM 



ATOM 



13807 
13808 



OWO WAT W130S 



20.291 



13.621 
-21.088 



6.020 
-50.593 



OWO WAT W1306 



-43.375 -7.635 



-6.492 
■33.313 



1.00 48.47 
1.00 43.08 



ATOM 
ATOM 



13809 
13810 



OWO 
OWO 



WAT W1307 



2.270 45.432 -33.259 



'l.OO 54.59" 
1.00 73. ST 



WAT 



W1308 
W1309 



1.00 46.28 8 



8 



8 



>8!425 42^990 -1.579 1.00 78.90 8 



OWO WAT 



-9.059 
24.30^ 



-9.6^3 '35.786 1.00 52.85 



ATOM 13811 OWO WAT W1310 



24.841 -18.127 1.00 49.90 



ATOM 13812 OWO WAT W13H 



18.71^ 20.954 25.848 l.OO 39.29 8 



ATOM 
ATOM 



13813 
13814 



OWO 
OWO 



WAT 
WAT 



W1312 
W1313 



20.799 -8.276 -22.609' 



1.00 69.65 
1.00 47.87 



26.399 22.890 -19.580 



1.00 34. 3T" 
1.00 36.69" 



ATOM 
ATOM 



i:^8is 



OWO 
OWO 



WAT 
WAT 



W1314 
W1315 



0.357 
-42.644 



-7.443 



-39.592 
-40.604 



1381^ 



11.431 
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ATOM 13817 



ATOM 13818 



OWO WAT W1316 
OWO WAT W131^ 



24 



3.443 -13.172 ■30>490 

012 27.012 -27.546 



1.00 38.52 
1.00 57. sT" 



8 



ATOM 13819 OWO WAT W1318 



41.470 -7.914 -36.107 1.00 63.46 8 



ATOM 
ATOM 



13820 
13821 



OWO WAT W1319, 



2.134 
-3 



41.171 
-20.793 



- 21.689 
-8.277 



1.00 50.99 
1.00 64.59" 



ATOM 



ATOM 



13822 
13823 



OWO WAT W1320 



.675 



OWO WAT W1321 
OWO WAT W1322_ 



ATOM 13824 OWO WAT ^X3Z3 



-10.847 -^.356 21.565 1.00 57.72 8 . 
-24.283 33.784 11.580 1.00 67.45 ^ 
-33.865 25.058 -6.287 1.00 51.64 8 



ATOM 13825 OWO WAT W1324^ 



17.351 -5.163 -28.417 



ATOM 13826 OWO WAT W132S 



10.507 
■^9.385 



21.579 20.503 



1.00 45.,^ 
1.00 49.9"? 



6.0^1 -47.584 1.00 54.31 ^ 



ATOM 13827 OWO WAT 



ATOM 13828 



ATOM 13829 



OWO WAT 
OWO WAT 



wTHE 

W1327 
W1328 



34.4^7 - 
^67162 



11.934 
48.077 



-4.453 



-40.260 



1.00 55.34 
1.00 68.13 



8 



AT OM 13830 OWO WAT W13Z9 -6.182 
ATOM 13831 OWO WAT W1330 "30.438 



41.291 19.510 1.00 59.69 8 



18.296 -24.739 1.00 54.02 8 



ATOM 13832, 



OWO WAT 
OWO WAT 



W1331 
W1332 



387479 24.587 2.617 1.00 58.94 "§ 



ATOM 13833 



ATOM 



13834 OWO WAT W1333 



-11.126 - 
-41.064 



21.201 
1.107' 



-0.381 1.00 55.07 8 



-42.463 
25.187 



1.00 38,21 8 

1.00 56. n" 1 



ATOM 13835 OWO WAT W1334 
ATOM 13836 



12.481 17.817 



OWO WAT 
OWO WAT 



W1335 
W1336_ 



33.203 
-31.^1^ 



-6.416 



-9.086 
-2.213 



1.00 
1.00 



46.00 8 



44.83 8 



ATOM 13837 



0.770 



ATOM 13838 OWQ WAT W1337' 



33.997 



-4.612 
20.273 



1.451 
-19.080 



1.00 40.99 8 



ATOM 13"835' 



OWO WAT 
OWO WAT 



W1338 
W1339 



26.762 
-6.292 



37.498 
-0.98^ 



1.00 84.45 8 



ATOM 13840 



3.162 



ATOM 13841 OWO WAT W1340 -27.237 -20.007 



1.00 51.06 8 



1.00 51.25 8 



ATOM 13842 



OWO WAT 
OWO WAT 



W1341 
W1342 



7.537 9.524 



22.844 
23.289 



1.00 
1.00 



53.68 
47.98 



8 



ATOM 13843 



9.392 
-39.469 



18.291 
6.998 



i.OO 5^.94 ~S 
8 



ATOM 13844 OWO WAT 



W1343 
W1344 



-27.202 
-2.961 



ATOM 13845 



OWO WAT 
OWO WAT 



-5.208 
4.183 



5.592 



1.00 
1.00 



45.58 
38.53 



ATOM 13846 



W1346. 



-17.231 
37.120 



-3.414 
-2.939 



1.00 
1700 



ATOM 13847 OWO WAT 



ATOM 13848 



OWO WAT 
OWO WAT 



W1347 
W1348 



12.874 



-11.472 
-42.961 



-14.896 
5.171 



6.741 
-8.207 



45.12 
58.41 



8 
"8 



ATOM 13849 



1.00 



ATOM 13850 OWO WAT 



W1349 
W1350 



-18.052 



11.926 
-20.209 



-39.577 
-40.075 



1.00 44.84 8 



ATOM 13851 OWO WAT 



-2.032 



ATOM 13852 OWO WAT W1351 



-26.939 



ATOM 13853 OWO WAT W1352 



-8.338 



-24 . 377 
-^^.59^ 



ATOM 13854 



OWO WAT 
OWO WAT 



W1353 
W1354 



-6.293 



2^.114 
18.401 



-22,585 
-i6.187 



1.00 67.07 8 



1.00 89.06 8 



-12.^79 
18.291 



1.00 41.23 8 



1.00 



59.02 
49.80 



ATOM 13855_ 



-26.887 
23.189 



1.00 



-31.397 l.QO 



ATOM 13856 OWO WAT 



ATOM 13857 OWO WAT 



W1355 
W1356 



ATOM 13858 



OWO WAT 
OWO WAT 



W1357 
W1358 



29.205 



14.457 
-4.105 



-22.61Q 23.539 



-24.875 rToO 



-40.477 
-4.285 



1.00 



56.23 
62.45 



60.62 
57.43 



ATOM 13859_ 



-17.436 36.053 



1.00 



ATOM 13860 



OWO WAT 
OWO WAT 



W1359 
W1360 



8.274 
-0,889 



28.521 
-4.705 



-53.351 
36.184 



1.00 



59.59 
38.78 



ATOM 13B61_ 



ATOM 



ATOM 



13862 
13863 



OWO WAT W1361 



OWO WATW1362 



-8.211 
1.813 



2.041 



ATOM 13864 



OWO WAT 
OWO WAT 



W1363 
W1364 



6.867 
-3.836 



24.676 
25.805 



40.008 
20.909 



1.00 



1.00 



47.41 
41.50 



-53.852 
-34.976 



1.00 



61.27 
60.85 



ATOM 13865 



ATOM 13866 OWO WAT 
ATOM 13867 OWP WAT 



W1365 
W1366 



-12.957 



1.4^4 -10.537 



1.00 



13.469 



ATOM 



ATOM 



13868 
13869 



OWO WAT W1367 



OWO WAT 



ATOM 13870 OWO WAT 



W1368 



-43.472 
-1.385 



38.194 
25.097 



-48.927 
10.2^8 



1.00 57.96 8 



1.00 46.25 8 



40.753 



-24.335 
-15.910 



1.00 58.13 8 



ATOM 13871 OWO WAT W1370 



5.160 -8.640 -44.262 



1.00 

TToo 



45.85 8 



47.94 



8 



38.326 12.740 



ATOM 13872 OWO WAT 



ATCM 13873 OWU WAT 



W1371 

wTTTT 



ATOM 13874 



OWO WAT 
OWO WAT 



W1373 
W1374 



-4.341 
-14.983' 



-3.206 



-14.670 
-46.165 



1.00 51.01 8 



1.00 



15.811 



-23.714 -10.268 



13.680 
6.213 



1.00 



47.42 
26.19 



1.00 



22.06 
19.94 



8 



ATOM 13875 



21.544 30.258 -11.639 1.00 



8 



ATOM 13876 



OWO WAT 
OWO WAT 



W1375 
W1376 



34.747 13.031 



-7.178 
2.469 



1.00 
1.00 



29.23 8 



ATOM 13877 



34.461 
-6.71^ 



-2.048 
42.281 



22.764 fTOO" 



26.27 8 



ATOM 



ATOM 



13878 
13879 



OWO WAT 



OWO WAT 



W1377 
W1378 



30.753 1.191 12.891 1.00 



33.14 
49.85 



ATOM 13880 



OWO WAT 
OWO WAT 



W1379 
W1380 



21.800 



-12.784 
TOTFIF 



-9.117 
6.919 



1.00 



59.59 
44.32 



ATOM 13881 ^..^ 

ATOM 13882 OWO WAT W1381 



31.982 
23.832 



-10.805 



ATOM 13883 OWO WAT W1382 



-16.202 34.223 



-9.336 
-3.292 



1.00 



1.00 56.72 8 



1.00 



ATOM 13884 OWO WAT W1383 



26! 514 -9.063 -9.610 1.00 



39.68 
34.72 



8 



"8 



k'T nM 13885 OWO WAT W1384 
~ W1385 



ATOM 



138B6! 



OWO WAT 
OWO WAT 



6.253 
-22.378 



44.082 -2. 048 1.00 37.64 8 



31.959 



3.550 
0.837 



1.00 38.83 8 



ATOM 13887 



ATOM 13888 OWO WAT 



W1386 
Wl^67 



ATOM 



13889 OWO WAT W1388" 



21.288 
10.847 



30.867 

29.620 



1.00 33.62 8 



26.853 1.00 



35.336 15.979 



ATOM 13890 



OWO WAT 
OWO WAT 



W1389 
W1390 



-41.921 
-42.246 



-2.002 
18.082 



19.139 
-22.985 



1.00 



49.86 

"27. 7r 



8 



8 



1.00 60.02 8 



ATOM 13891 



5.496 
-8.878 



1.00 43.19 8 



ATOM 13892 OWO WAT W139r 
ATOM 13893. 



36.695 



OWO WAT 
OWO WAT 



W1392 
W1393 



17.529 
-5.988 



0.484 
36.865 



-13.233 
-12.618 



1.00 



47.28 
38.94 



8 



ATCMJ 13894 



22.648 
-17.996 



-13.^29 



1.00 

Too 



45.83 8 



ATOM 



13^95 OWO WAT Wl^94 



4.691 
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ftTOM 



13896 
13697 



OWO 



ATOM 



ATOM 
ATOM 



13898 
13899 



OWO 



OWO 
OWO 



WAT 

WAT 
WAT 



W1395 
W1396 



WAT 



W1397 
W1398 



-25.579 
35.820 



29.345 12.078 
10.665 -16.450 



1.00 41.09 8 



18.831 38.201 -207772" 



1.00 35. 
1.00 61. 



03 



8 



37 



-14.314 3.139 -42.665 1.00 54.21 8 
-24.235 8.961 23.628 1.00 60.34 8 



13900 
13901 



OWO WAT 



W1399 
W1400 



ATOM 



OWO WAT 



ATOM 13902 OWO WAT W14'oT 
ATOM 13903" 



-6.555 1,658 -44.432 1.00 65.45 8 



33.955 -2.363 



ATOM 



ATOM 
ATOM 



13904 
13905 



OWO 
OWO 
OWO 



WAT 



WAT 



W1402 
W1403 



WAT W1404 



1.288 
-39>109 



-34.630 



46.524 
24.4^^ 



9.855 
-28.685 



1.00 35.24 



-10.695 



-^9.733 



8 



1.00 52.74 8 



1.00 51.16 8 



1.00 49.05 8 



13906 



OWO 
OWO 



WAT W1405 



30.754 -34.539 1.00 31.56 8 



12.^16 4.167 -50.401 1.00 62.80 8 



ATOM 
ATOM 



' 13907 



WAT W1406 



1.00 47.17 8 



13908 
13909 



OWO WAT 



W1407 
W1408 



36.404 -6.225 



2.482 
-41.810 



.94 8 
.34 q 



ATOM 
ATOM 



OWO 
OWO 



WAT 



12.317 31,968 



1.00 44 
1.00 43 



13910 



WAT W1409 



-1.625 
29.505 



43.955 -24,844 



ATOM 
ATOM 



13911 
13912 



OWO WAT 



W1410 
W1411 



8.694 
-19.464 



6.582 1.00 32.04 



OWO WAT 



7.063 
-:^9.519 



-14>243 
11.338 



-10.288 
-1.209 



1.00 42.89 



ATOM 
ATOM 



13913 OWO WAT 



W1412 
W1413 



^.64l 
-54.452 



1.00 73.05 



13914 
1391S 



OWO WAT 



35.748 



1.00 56.46 8 



ATOM 
ATOM 



OWO 
OWO 



WAT W1414 



4.144 26.998 
-25.518 -10.097 



1.00 56.70 



8 



3.652 1.00 44.44 8 



13916 



WAT W1415 



3l!l61 2.601 1.00 46.45 8 



ATOM 
ATOM 



13917 
13918 



OWO WAT 



W1416 
W1417 



13.075 
-10.423 



OWO 
OWO 



WAT 



-24 . 677 -36,832 1.00 41.98 8 



ATOM 



13919 
13920 



WAT W1418 



-13.254 
-33.086 



46.877 -17.968 
29.805 -33.076 



1.00 58.74 



8 



ATOM 
ATOM 



13921 
13922 



OWO WAT 



OWO 
OWO 



WAT 



W1419 
W1420 



15.016 
-21.547 



40.393 
-12.592 



-10.338 
-42.011 



1.00 55. 
1.00 48, 



31 



88 



8 



8 



"8 



WAT 



W1421 
W1422 



- 12.934 
i.076 



1.00 50.78 



-36.70 4 1.00 59.06 8 
.92 8 
,8^ 8 



ATOM 
ATOM 



13923 
13924 



OWO WAT 



OWO 
OWO 



WAT W1423 



-42.812 



-3.359 



-37.818 1.00 42 



ATOM 



13925 
^3926 



WAT 



W1424 
W1425 



8.543 
-14.825 



17.787 
-25.037 



1.00 49 



OWO WAT 



0.645 
10.339 



-27.528 
15.837 



1.00 62 
1.00 52 



ATOM 



13927 OWO WAT W1426 



13928 OWO WAT W1427 



-41.562 
-32.905 



29.531 



ATOM 13929 OWO WAT 



ATOM 
ATOM 



13930 
13931 



OWO WAT 



W1428 
W1429 



36.151 -1.056 



-1.636 9.143 



-6.899 
-18.969 



1.00 65 
1.00 53 



,68 8 

:8i — 8 



1.00 38 



OWO WAT 



ATOM 
ATOM 



13932 
13933 



OWO WAT 



W1430 



OWO WAT 



W1452 



-20.657 
-8.360 



20.750 -37.187 1.00 53 



3EZ3 
TT—J 

77 6 



39.013 
5,294 



14.634 33.948 1.00 41.73 



10.575 
-16.086 



-9.816 
3.086 



1.00 60,57 8 



ATOM 13934 OWO WAT 



ATOM 13935 OWO WAT 



ATOM 



ATOM 



13936 
13937 



OWO WAT 



W1434 
W1435 



ATOM 
ATOM 



13938 
13939 



OWO WAT W1436 



15,700 
12.443 



35.500 
37,886 



8.135 
12.922 



1.00 49.62 8 
1.00 34.13 8 



-11.770 -16.791 



OWO WAT 



OWO WAT 



W1437 
W1438 



7.416 -1.508 



4.787 
-49.741 



l.bO 70 
1.00 50 



2-319 -11.557 



20-578 



1.00 57 
1.66 69 



46 8 
15 



1.60 36 
1.00 56 



8 



.31 8 
00 8 



.69 8 



ATOM 
ATOM 



13940 
13941 



OWO 
OWO 



WAT 



W1439 
W1440 



-14.563 40.530 



-36.096 
-27.062 



17 8 



WAT 



-22,621 
-37.309 



29.392 



1.00 57.00 8 



ATOM 



ATOM 
ATOM 



13942 
13943 



OWO 
OWO 



WAT 



WAT 



W1441 
W1442 



26.025 



-38.089 



12.668 
16.767 



-18.736 



1.00 48 
1.00 56 



,84 



8 



705 8 



13944 
13945 



OWO WAT W1443 



-33.014 



-18.998 



6 1326-17.671 23.460 1.00 46.08 "8 

1.00 44.46 A 



ATOM 
ATOM 



OWO WAT W1444 



13946 OWO WAT W1445 
OWO WAT W 1446 



24.518 



23.037 
14.780 



27.533 
-22.473 



ATOM 
ATOM 



13947 
13948 



-37.458 



45.782 
-2.189 



-16.709 
-15.195 



1.00 37.62 8 
- 



OWO WAT W1447 



10.238 
37,620 



1.00 56.81 



ATOM 
ATOM 



1394^ OWO WAT Wl"448r 



36.653 -4.968 -22.211 



1.00 67 
1.00 70 



.60 



8 



.37 6 



139S0 OWO WAT 



W1449 
W1450 



ATOM 13951 



ATOM 13952 
ATOM 13953 
ATOM 13954 



OWO 
OWO 



WAT 



0.041 -7.477 37.343 



WAT 



OWO WAT 



W1451 
W1452 



2.087 45.145 -22.641 



1.00 74 
1.00 43 



.16 



22.997 
-43.776 



29.599 2.668 1.00 47 



,02 8 

TeT— 8 



OWO 
OWO 



WAT W1453 



11.751 -27.935 1.00 50.30 8 



ATOM 
ATOM 



13955 
13956 



WAT W1454 



36.623 
-39.549 



-0.910 
10.716 



4.240 1.00 54.14 8 



ATOM 
ATOM 



13957 
13958 



OWO WAT W1455 



OWO WAT W1456 



37.977 



-4.304 
11.424 



- 20.762 



1.00 43.92 



8 



1.00 47.88 8 



34.048 1.00 36.94 8 



ATOM 
ATOM 



13959 
13960 



OWO WAT W1457 



-18.614 



OWO WAT W145e 



21.547 32.938 -12.478 1.00 48.68 T 



OWO WAT 



W1459 
W1460 



37.160 
36.426 



5.746 9.552 1.00 52.12 8 



ATOM 13961 OWO 
ATOM 13962 OWO 
ATOM 13963 OWO 



WAT 
WAT 



16.898 -18.319 1.00 48.66 8 



W1461 



27116 — 40.023 -35.071 1.00 48.86 8 



1.00 55.60 8 



ATOM 



ATOM 
ATOM 



13964 
13965 



OWO WAT W1462 



8.099 -3.413 



OWO 
OWO 



WAT W14 63 



3.856 



WAT W1464 



-24.977 



-11.401 
31.4^3 



25.344 
-31.866 



0.863 



•12,001 
-42.646 



1.00 55 
1.00 53 



730 8 



.54 



8 



1.00 53.96 8 



ATOM 
ATOM 



13966 OWO WAT W14 65 

WAT W14 66 



-8.825 



13967 
139^6 



OWO 



-10.233 



41.968 
26.361 



-13.562 1.00 45.25 
1.00 54.7^ 



8 



OWO 

"5wg 



WAT W14 67 



-32.650 



-2.990 41.261 



-3.736 
-18.092 



8 



ATOM 
ATOM 



13969 
13970 



WAT 



W1468 
W1469 



1.00 54.90 8 



40.162 8.234 15.150 1.00 56.77 8 



OWO WAT 



ATOM 
ATOM 



13971 OWO WAT W1470 



ATOM 
ATOM 



13972 



34.154 8.885 9.019 



13973 



OWO 
OWO 



WAT W1471 



WAT 
WAT 



W1472 
W1473 



-45.130 
-16.350 



6,938 -43.602 



1.00 46 
1.00 39 



.94 



.74 



-20.708 
18.685 



-4.722 
»9.946 



1.00 53 
1.00 78 



8 



.18 8 
.46 e 



13974 OWO 



37.455 
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ATOM 13975 
ATOM 1397 6 
ATOM 1397T 



QMO WAT W1474 
owe WAT W14'75 



4.748 



-5.507 



3,981 
-15.236 



30.950 
38.318 



1,00 39>83 
1.00 56.40 



QMO WAT W1476 -23 .157 31.225 24.479 1.00 60.02 8 



ATOM 13978 



OWO WAT W 1477 -28.205 -17.218 '21.48F 
-4.341 >26.457 -26.022 



ATOM 13979 . OWO MAT W1478 



1,00 49.58 8 
1.00 49.82 8 



ATOM 13980 OWO WAT W1479 



139.192 -9.177 -36.563 1.00 61.79 8 



1.00 61.69 8 
1,00 38.61 8 



ATOM 13981 OWO WAT W148q 



-10.^16 -20.949 -IS.lbU 



ATOM 13982 OWO WAT W1481 



13-481 3.291 11.910 



20.050 l.bb 50,41 8 

i,6o 49. or 



Jt\i\jn Aj^w «^ ^w^^ -- 

ATOM 13983 OWO WAT W1482 



-2 3.759 -22.972 ^ 

"40.139 -32.804 



ATOM 13984 



ATOM 13985 
ATOM 13986_ 
ATOM 13987 



OWO WAT W1483 
OWO WAT W1484_ 



-20.050 
-30.239 



23!l61 3.1^2 1.60 4^.92 8 



OWO WAT W148b 



7.643 



OWO WAT W1486_ 



7.544 



-7.764 14.424 
22.843 -56.208 



1.00 43.86 
1.00 59.9?" 



14.942 -3.561 1.00 42.81 "8 
9.268 -12.406 



ATOM_ 



ATOM 



13988 
13989 



OWO WAT W1487I 



-37.529 



OWO WAT W1488 



"8.972 



1.00 47.90 
1.00 56. 9T 



8 




wo 2004/029239 




;T/GB2003/004104 



179/189 



ATOM 14055 OWO WAT W1553 



t\t\JPl X'»VV«^ 

ATOM 1405^ OWO WAT W1554 14 > 441 - 

JlTOM 14057 OWO WAT W1555 



-19,551 6>415 -48.967 1.00 58.06 8 



12,042 28.eb9 
29.909 -39.345 



l.bO 43,07- 
1.60 55.77" 



ATOM 14058 OWO WAT WISST 



-35.142 ^^.^^^ 

-32.715 -17.01^ -23.388 1.00 62T6r 



ATOM 



ATOM 



14059 
"14060 



OWO WAT W1557 



-44. -^^S 



OWO 
OWO 



WAT W155e_ 
WAT W1559 



16.692 
-30.646 



"23.2^^ 
31.411 



8.031 



21.019 



1.00 49.90 
1.00 36.43" 



8 

"8 



8 



8 



ATOM 



ATOM 



14061 

14062 



ATOM 



ATOM 



14063 
14064 



OWO 
OWO 



WAT WIS 60 



OWO 
OWO 



WAT W1561 
WAT W1562'' 



-13.487 -33.825^ 
-26.430 -10 . Oil 



"25.870 - 11.778 1.00 37.60 8 
30.041 1.00 57.20 8 
-1.095 1.00 45.87 8 



-20.544 39.964 



18.970 
13.601 



1.00 56.57 8 



49.68 
50.08 



ATOM 



14065 
14066 



WAT W1563_ 
WAT W1564 



6.788 
27.297 



-10.336 



1.00 



ATOM 



OWO 



. ATOM 14067 OWO 



ATOM 14068 



OWO 
OWO 



WAT W156S 
WAT W1566 



-39.440 
18.452 



30.022 
11.969 



13.252 



-16.025 



-6.864 



1.00 

1,00 



-23.723 1.00 



78.88 
36.69 



ATOM 14069 



WAT W1567 
WAT WIS 68 



-10.861 



14.308 



1.00 

TToo 



56.61 
40.56 



ATOM 14070 



ATOM 1407 1_ 
ATOM l^fOTT 



OWO 
OWO 



3.098 7.518 



OWO 
OWO 



WAT W1569 
WAT W1570 
WAT W1571 



23.182 33.877 



-19.835 
-9.998 



-7.880 
16.880 



-31.243 -5.350 



1.00 

ITOO 



56.99 
4^.13 



ATOM 14073, 



1 . 114 -53.544 1.00 64.88 8 



ATOM 14074 OWO WAT W1572 



38!491 9!950 -4.998 1.00 43.82 ~ 



ATOM 



ATOM 



14075 
"1467^ 



ATOM 



14077 
14078 



OWO 
OWO 



WATW1573 



WAT W1574 



-22.929 
-21.739 



OWO 
OWO 



WAT W1575 
WAT W1576 



-2.934 

1.930 



36.810 
-5.161 



-31.936 
19.901 



1.00 



1.00 



56.40 
79.46 



-2.192 
3.083 



-11.577 
-55.513 



1.00 53.32 8 



ATOM 



1.00 
1.00 



52.05 
55.13 



8 
"8 



ATOM 



14079 
14080 



OWO 
OWO 



WAT W1577 
WAT W1578 



-33.479 23.230 -0.422 



-41.372 1.00 45.41 8 



ATOM 



-8.833 
24.793 



-3.60^ 
-19.506 



ATOM 



14081 OWO WAT WIST? 



KTOti 14082 OWO WAT W1580 
ATOM 14083_ 



OWO 
OWO 



WAT WIS 81 
WAT W1582 



34.848 
-9.326 



-4.653 
6.577 



-6.924 
-5.631 



1.00 54.02 8 



-2.500 
-10.09^ 



1.00 
1.00 



59.02 
45.27 



53.71 



8 



8 
"8 



ATOM 14084 



/lAV/yg ^..^ 

ATOM 14085 OWO WAT W1583 



-34.017 
10>4^0 



21.907 



ATOM 



ATOM 



14086 
14087 



OWO 



OWO 
OWO 



WAT W15e4 
WAT W1585 



17.0^2 
-10.074 



-6.119 -36.930 l."00 



-8.252 



-18.992 
26.353 



- 19.622 
4.066 



1.00 



1.00 
1.00 



54.09 
68.28 
60.32 



"8 



ATOM 



1468^ 
14089 



WAT W1586 
WAT W1587 



-32.254 
-26.476 



-13.538 



ATOM 



OWO 



40 . 759 -28.429 1.00 85.74 



ATOTl 14090 OWO WAT W1588 



-7.254 9.706 35.933 1.00 65.77 



ATOM 14091 OWO WAT W1589 



3.347 14.375 



ATOM 14092 OWO 
ATOM 14093 OWO 



WAT W1590 
WATW1591 



-16.017 44.920 



28.005 
-14.527 



1.00 
1.00 



62731 8 



ATOM 14094 OWO 



ATOM 



14095 
14096 



OWO 
OWO 



WAT WIS 92 
WAT W1593 



-4!941 41.678 -20.061 irgO 



57.13 



-33 . 586 23.946 



17.840 
-36.693 



-2.669 
10.364 



-2.944 
-29.515 



1.00 



3.923 



1.00 
1.00 



53.26 
54.99 



63.02 
53.04 



"8 



"8 



ATOM 



WAT WIS 94 
WAT W1595 



2o!823 19.843 -42.842 1.00 51.37 



ATOM 14097 OWO 

AT OM 14098 OWO WAT W1596 
ATOM 14 099 OWO WAT W1597 



33.624 



ATOM 14100 OWO WAT W159g 
ATOM 14101 



12.435 
38.776 



5.885 
-4.010 



21.824 



OWO 
OWO 



WAT WIS 99 
WAT W1600 



19.324 
7.759 



-6.230 
20.994 



- 38.411 
0.148 



1.00 
1.00 



26.21 
77.66 



1.00 60.22 8 



-41.117 1.00 50.77 8 



ATOM 14102 



-15.56^ 
18.985 



2.567 



1.00 
1.00 



48.25 
68.46 



ATOM 14103 



OWO 
OWO 



WAT W1601 
WAT W1602 



- 21.226 
8.691 



-39.203 
-34.287 



ATOM 14104 



ATOM 14105 OW6 WAT W1603 



ATOM 



ATOM 



14106 
14107 



OWO 

"oW 



WAT W1604 



38.081 
36.648 



-6.327 



5.555 6.522 1.00 



WAT W1605 



0.189 



10.164 
10.691 



-1.126 
-4.25^ 



1.00 

TToo 



50.44 
58.63 



ATOM 14108 



ATOM 14109, 



OWO 
OWO 



WAT W1606 



10.282 4.070 -50.622 1.00 



59.04 



WAT W1607 



"^22.499 -12.608 11.372 iVOO 



70.94 



ATOM 14110 OWO 



ATOM 14111 



OWO 
OWO 



WAT W1608 
WAT W1609 



-22.919 
-11.351 



-24.899 -0.389 



6.426 
-25.865 



-0.868 
-19.772 



1.00 
1.00 



59.21 



35.50 



8 
"8 



8 
"8 



ATOM 14112 



WAT W1610 



ATOM 14113 OW6 WAT W1611 
ATOM 14114 



-3.473 
0.336 



1.00 61.82 



-20.875 -37.737 1.00 46.30 8 



ATOM 



ATOM 



14115 
14116 



OWO 
OWO 
OWO 



WAT W1612 



-12.171 7.674 



WAT W1613 
WAT W1614 



18.597 -0.194 



-53.993 
-31.535 



1.00 57.48 8 



3.774 
0.168 



-18.168 15.809 



1.00 
1.00 



93.39 

TTSr 



56.01 
44.44 



8 



ATfMX 14117 OWO WAT W1615 



ATO M 14118 OWO WAT W1616 -5.454 
aTnM 14119 OWO WAT W1617 2.206 
ATOM — 14120 OWO WAT VtlbW -26.382 



9.764 
15.769 



-16.021 1.00 



42.395 
38.072 



-5.313 1.00 



-29.440 



ATOM 14121_ 



OWO 
OHO 



WAT W1619_ 
WAT W1620 



27.655 31.745 



-12.306 
-22.056 



1.00 
1.00 



68.41 



50.77 
42.63 



"8 



-5.347 1.00 53.85 8 



ATOM 14122, 



-3.869 -26.735 



1.00 



ATOM 14123 



OWO 
OWO 



WAT W1621 
WAT W1622 



20.946 21.972 



-39.315 
-45.060 



1.00 



52.90 
64.80 



ATOM 14124 



-28.200 



21.881 
31.682 



1.00 
1.00 



ATOM 141 25 OWO 
ATOM 



14126 
"14127 



OWO 
OWO 



WAT W1623 
WAT W1624 



-4.118 



9.460 



-30.043 
-22.043 



-33.722 
-8.424 



-8.338 



1.00 
1.00 



52.94 
45-67 



ATOM 



WAT W1625 
WAT W1626 



14.124 



ATOM 14128 



OWO 
OWO 



-3.381 42.962 



-5.029 
■517900" 



1.00 
1.00 



73.06 
76.17 



ATOM 



14129 
14130 



WAT W1627 
WAT W1628 



4.905 
-44.353 



12.358 



ATOM 



OWO 
OWO 



17.375 



■36.4^7 
29.892 



1.00 
1.00 



56.85 
55.32 



ATOM 14131 



WAT W1629 



15.065 21.694 



ATOM 14132" 



ATOM 14133 



OWO 
"OWO 



WAT W1630 
WAT W1631 



-31.082 -34.137 -6.040 



22.452 20.038 -26.073 



1.00 
1.00 



75.51 
-^3.82 



wo 2004/029239 




:T/GB2003/004104 
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ATOM X4134 OWO WAT W1632 



10.860 
-5.471 



-0.153 



18.102 
1.303 



1«00 
1.00 



43.76 



8 



ATOM 14135 



OWO WAT W1633 
OWO WAT W1634 



28.0^9 



17.366 



52.36 



-21.015 1.00 75.25 8 



ATOM 14136 



14.492 
-8.761 



ATOM 14137 



OMO WAT W1635 
OWO WAT W1636 



-40.912 
-39.673 



-29.970 
16.433 



1.00 



74.41 
41,90 



8 



ATOM 14138 



-41.019 
23.114 



16.464 
18.933 



1.00 



1.00 



8 



ATOM 14139 



OWO WAT W1637 
OWO WAT W1638 



-26.682 
-37,924 



1.00 



44.81 
62.75 



ATOM 14140 



ATOM 



ATOM 



14141 
14142 



OWO WAT Wr639 



OWO WAT W1640 



13.909 
17.9^9 



20.749 



ATOM 14143 OWO WAT W1641 



-29.748 

17.619 



21.823 
-10.^9^ 



4.843 



27.581 
-19.612 



1.00 



21.277 



1.00 



58.06 
64.30 



1.00 76.42 



"5 



1.00 66.25 8 



ATOM 14144 OWO WAT W1642 



1.00 61.05 8 



ATOM 14145 



ATOM 14146 



OWO WAT W1643 
OWO WAT W1644 



1.645 -12.723 



14.388 



-7.058 
-14.52^ 



"30.753 
-31.736 



-31.94 6 



1.00 



69.27 
46.73 



"8 



ATOM 14147 



OWO WAT W164S 
OWO WAT. W1646 



-0.345 



1.00 
1.00 



8 



ATOM 14148 



-8 . 332 28.576 r55.505 



ATOM 14149 



OWO WAT W1647 
OWO WAT W1648 



19.257 
34.897 



32.094 



2.968 
-9.422 



1.00 
1.00 



61.32 8 



48.10 



8 



ATOM 14150 



8.542 



-4.147 
-8.097 



I9.b76 
"SOTT 



1.00 
1.00 



44.36 

STTfT 



ATOM 14151 OWO WAT W1649 



ATOM 14152 OWO WAT W1650^ 



7.894 15.024 



44..^4 . a 



1.00 60.83 8 



Atom 14153 owo wat wi65i -42.243 -4.170 -34.227 

ATOM 14154 OWO WAT W1652 "^I'tt^ '^^'1^1 , q 



atom 14155 OWO WAT W1653 



ATOM 14156 



ATOM 14157 



OWO WAT W1654 
OWO WAT W1655 



-39.417 
25.577 



-32.489 
-2.135 



-12.786 
-2.430 



-6.216 1.00 



1.00 55.04 



-16.650 
0.718 



-27.279 
-31.045 



1.00 



-54.645 



1.00 



65.68 
61.60 



65.35 
66.12 



8 



8 



ATOM 14159 OWO WAT WiesT" 



ATOM 14160 OWO WAT W1657 



14.600 



-0.231 
30.566 



21.129 
-58.001 



1.00 

TToo 



1.00 



8 



■^0774 § 



ATOM 14161 OWO WAT W1658 



-4.457 



ATOM 14162 OWO WAT W1659 



-24.663 



25.43^ 
3.943 



25.^22 
17.979 



1.00 



60.06 
51.92 



68.32 



8 



8 



ATOM 14163 OWO WAT W1660 



-30.895 



1.00 

TTog 



ATOM 14164 OWO WAT W166r 



13.456 
13.680 



-4.425 
-2.105 



-46.299 
-44.086 



64.41 



1.00 51.92 8 



ATOM 14165 OWO WAT W1662 



ATOM 14166 OWO WAT W166T' 



2.430 
-25.688 



41.834 
22.980 



-37.857 
24.428 



1.00 



1.00 
1.00 



49.13 
52.31 



8 



ATOM 



ATOM 



14167 
14168 



OWO WAT W1664 



ATOM 14169 



OWO WAT W1665 



OWO WAT W1666 
OWO WAT W1667 



-13.408 
-35.176 



31.350 4.122 



-42.300 
-d-421 



11.924 -47.528 1.00 



41.37 
69.96 



8.351 -7.967 1.00 66.51" 



a 



ATOM 14170 



ATOM 14171 



OWO WAT W1668 
OWO WAT W1669 



-37.045 -9.859 



1.291 -49.400 1.00 77.26 



ATOM 14172 



ATOM 14173 OWO WAT W1670 



ATOM 14174 OWO WAT W1671 



-21.799 
-14.063 



37.732 
8.490 



-44.389 
-34.135 



1.00 

TToo* 



60.39 
75.^2 



ATOM 



ATOM 



14175 
14176 



OWO WAT W1672 



15.586 37.500 



-52.331 
-7.268 



OWO WAT W1673 



2.252 3.271 -58.224 



1.00 
1.00 



44.57 
52.82 



.8 



8 



1.00 61.21 8 



"8 



8 
"8 



ATOM 14177 



OWO WAT W1674 
OWO WAT W1675 



35.234 
-23.005 



17.637 5.901 



1.00 



52.54 
65.44 



ATOM 14178 



23.206 25.335 



1.139 0.927 -56.891 l."00" 



ATOM 14179 



OWO WAT W1676 
OWO WAT W1677 



55.55 
37.96 



ATOM 14180 



-35.798 



ATOM 14181 OWO WAT W1678 



ATOM 14182 OWO WAT W1679 



40.483 



18.148 
-3.465 



10.922 
4.749 



1.00 
1.00 



ATOM 14183 OWO WAT W1680 



-20.956 39.622 -12.487 1.00 
-28.635 16.094 19.516 iTOO 



53.47 



ATOM 14184 OWO WAT W1681 



7.578 26.430 28.333 1.00 44.84 



8 



55.32 8 



63.20 8 



8 



ATOM 14185 OWO WAT W1682" 



14.312 



-12.825 
-0.554 



9.223 
-12.943 



1.00 

T75ir 



65.36 
74.01 



ATOM 14186 OWO WAT W1683 



2.250 



Tog- 



55.93 
57.25 



ATOM 



ATOM 



14187 
14188 



OWO WAT W1684 



5.301 -19.371 



OWO WAT W1685 



-7.629 -12.020 



•3.416 

-43.511 



TToo 



4.125 -21.659 -4.830 1.00 54.84 



ATOM 141^9 OWO WAT W1686 



ATOM 14190 OWO WAT W1687 



20.000 
26.048 



30.752 -35.304 1.00 



59.19 
41.21 



ATOM 14191 OWO WAT W1688 



33.114 13.581 1.00 



8 



ATOM 14192 OWO WAT W1689 



-4.238 
28.076 



1.509 -57.689 1.00 63.61 8 



ATOM 14193 



ATOM 14194 



OWO WAT W1690 
OWO WAT W1691 



ATOM 14195 OWO WAT W1692 



-44.918 
36.483 



24.645 



1.105 



•14.867 
-33.902 



ATOM 14196 OWO WAT W1693 



-22.992 



3.841 
35.413 



5.316 
-14.516 



1.00 
1.00 



42.39 



1.00 

TToo 



46.23 
63. 4^ 



8 



8 



8 



51.34 8 



ATOM 14197 OWO WAT W1694 



-2. 583 41.992 -11.053 1.00 49.75 8 



ATOM 14198 OWO WAT W1695 



-36.277 7.919 -3.224 1.00 49.69 8 



ATOM 14199 OWO WAT WiegT" 



ATOM 14200 OWO WAT W1697 



-3.191 
-8.438 



16.551 -11.010 1.00 59.13 8 



-11.125 



10.787 
-0.550 



"TToo' 

1.00 



50.39 8 



ATOM 14201 OWO WAT W1698 



-29.533 -29.040 



70.74 



ATOM 14202 OWO WAT W1699 



ATOM 14203 OWO WAT W170Q 



ATOM 14204 OWO WAT W170l" 



-34.928 -0.458 



ATOM 14205 OWO WAT W1702 



30.447 23.090 



12.467 
-14.162 



53799 
3471 



8 



-44.081 13.665 -37.921 1.00 55.90 8 



12.547 -12.987 6.332 1.00 48.82 8 



44.68 8 
49.34 
46.18 



ATOM 14206 



ATOM 14207_ 



OWO WAT W1703 
OWO WAT W1704 



1.047 -18.357 11.041 



-14.082 21.781 -49.851 



1.00 
1.00 



8 



ATOM 14208_ 



OWO WAT W1705 
OWO WAT Wi706 



-0.956 15.034 -6.583 1.00 



ATOM 14209^ 



22.464 
-42.461 



26.133 
16.483 



-31.030 1.00 47.20 8 



ATOM 14210 OWO WAT W1707 



9.292 
18.608 



1,00 44.43 8 



ATOM 14211. 



ATOM 14212 



OWO WAT W1708 
OWO WAT W1709 



-22.587 
38.107 



15.194 



3.229 



23.092 23.059 



9.439 
-32.278 



1.00 

TToo 



47.62 



8 



61.28 8 



T.OO 57.42 8 



ATOM 14213 owo WAT W1710 



wo 2004/029239 



:T/GB2003/004104 



181/189 



ATOM 14214 OWO WAT W1711 



-34.407 -11.742 



-17.991 



1.00 65.83 
1.00 45. sT 



ATOM 



ATOM 



ATOM 
ATOM 



14215 
14216 



OWO WAT W1712 



-8.661 41.345 



.860 



14217 



OWO WAT W1713 



OWO MAT W1714 
OWO WAT W1715 



32!671 26!867 16.728 1.00 57.38 8 



6.678 35.831 13.489 1.00 64.39 B 



ATOM 14218 uwu w« * wAt^w 
ATOM 14219 OWO WAT W1716 
ATOM 14220 OWO WAT W17l7 



- 23.646 37.511 
0.827 -0.265 



14.672 
-52.145 



1.00 61.09 
1.00 53,86 



-25.957 24.210 



).325 
-6.910 



1.00 10,60 
1,00 24.37 



8 
8 
8 

S 

n 

8 
"8 

"8 
f 
"8 

8 
8 
8 

n 

8 
8 
8 
8 
8 
8 
8 

8 

8 
8 
8 
8 

8 

8 

~8 

8 

8 

— 8 

■8. 



ATOM 14221 OWO WAT W17i8 



-36.915 8.315 



ATOM 



ATOM 



14222 
14223 



OWO WAT W1719 



OWO WAT W1720 



-21 .930 ^2.584 9.73 3 1.00 40^38 

- 36.^^^ 1,00 4^.7i 

21.458 1.00 37.72 



-33.837 -7.231 



ATOM 
ATOM 



14224 
14225 



OWO WAT W1721 



-10.940 -21.936 



ATOM 



ATOM 
ATOM 



14226 
14227 



OWO WAT W1722 



OWO WAT 



OWO 
OWO 



WAT 



W1723 
W1724 



3.229 
-13.362 



28.006 -45.677 
-23.141 -2 0.578 



-35.422 
-29.695 



-6.698 
-22.240 



-26.084 
-19.130 



1.00 38.93 
1.00 38.15 



1.00 44.27 
1.00 44.10 



14228 



WAT 



ATOM 



ATOM 
ATOM 
ATOM 



14229 
14230 



OWO WAT 



W1725 
W1726 



OWO WAT 



14231 
14232 



OWO WAT 



W1727 
W1728 



-16.025 -23.004 -19r79r 



-21.211 



OWO WAT 



W1729 
W1730 



-23.670 
12.563 



34.471 
30.994 



6.474 



1,00 39. 2T 
1,00 50. oT" 



37.129 



21.860 
-13.229 



1.66 45,69" 
1,00 33. OT 



1,00 53.80 



ATOM 
ATOM 



14233 
14234 



OWO WAT 



OWO WAT 



ATCM 14235 OWO 



ATOM 
ATOM 



14236 
14237 



OWO 
OWO 



WAT 
WAT 



W1731 
W1732 



-0.146 
-11.543 



9.518 



48.593 -24,136 1,00 50.85 



21.535 12.081 -30.767 



W1733 
W1734 



-9.378 
-31.127" 



45.366 
-7.594 



-42.067 
-30.942 



1.00 30. iT" 
1.00 44.78 



WAT 



1.00 55.30 



ATOM 
ATOM 



14238 
14239 



OWO 
OWO 



WAT 



W1735 
W1736 



-1.169 
-36.306 



34.673 
-10.774 



-48.764 
-41.851 



1.00 45.60 
1.00 65.06 



WAT 



ATOM 14240 OWO WAT W1737 



-1.849' 



ATOM 



ATOM 
ATOM 



14241 
14242 



ATOM 



14243 
14244 



OWO 
OWO 



WAT W1738 



-22.810 



41.668 

-22.313 



-39.187 
-41.158 



1.00 53-^3 
1.00 65.71" 



WAT 



ATOM 
ATOM 



14245 
14246 



OWO 
OWO 



WAT 



W1739 
W1740 



30.918 
-9.535 



1.182 13.530 1.00 60.46 



18.063 38.151 



WAT W1741 



-8.115 35.903 -45.010 



1.00 45.28 
1.00 57.77 



OWO WAT W1742 



1.588 
5.838 



17.093 
-1.126 



-59.629 1.00 59,92 



OWO WAT W1743 



24.135 
-5.791 



1.00 45.93 
1.00 45.39" 



ATOM 14247 OWO WAT W1744 -24.194 
ATOM 14248 OWO WAT W1745 -31»748 



-24.194 -29.962 



ATOM 



ATOM 
ATOM 



14249 
14250 



OWO WAT W1746 



OWO 
OWO 



WAT W1747 



-6.186 
-1.49^ 



18.985 
-1.423 



-19.332 1.00 43.59 



9.519 
-14,804 



3 8.669 1.00 39.56 
1.00 48.71 



-2.477 
-10.471 



ATOM 
ATOM 



14251 
14252 



WAT W1748 



OWO WAT W1749 



19.319 
-26.713 



14253 
14254 



OWO WAT 



W1750 
W1751 



0.976 
-23.499 



-9.833 
28.617 



7.670 



1.00 53.07 
1.00 53.89 



-43.645 1.00 39.79 



ATOM 
ATOM 



OWO WAT 



22.257 
13.835 



22.990 
-2.737 



1.00 50.31 
1.00 48.54 



ATOM 



14255 
14256 



OWO WAT W1752 



-2.630 



OWO WAT W1753 



-1.825 -14.391 



ATOM 
ATOM 



14257 
14258 



OWO WAT 



ATOM 
ATOM 



14259 
14260 



OWO WAT 



W1754 
W1755 



OWO WAT W175^ 



1.610 
4,870 



4.170 



11.323 
-9.146 



1.00 44.35" 
1.00 48, IT 



■19,146 
-25.967 



-18.495 -0.691 



-3.135 22.287 



1.00 52.10 
1.00 48.79 



-21.561 -28.233 1.00 59.07" 



ATOM 



ATOM 



14261 
14262 



OWO WAT W1757 



OWO WAT 



OWO WAT 



W1758 
W1759 



-9.836 -10.938 28.657 1.00 57.59 



ATOM 



ATOM 
ATOM 



14263 
14264 



OWO WAT W17^0 



-8.454 
-36.899 



42.247 -19.345 



OWO WAT W17 61 



-33.497 
17.415 



-11.839 
-13.229 



-17.105 



1.00 47.00 
i.bo 4l.^3" 



-20.326 
-36.013 



1.00 37.19 

1.00 es.W 



14265 
14266 



OWO WAT W1762 



0.506 



1.66 49. 3~ 
1.06 57.^ 



ATOM 
ATOM 



OWO WAT 



W1763 
W1764 



31.597 -5.114 



9.670 
17.549 



14267 
14268 



OWO 
OWO 



WAT 



38.944 
5.021 



7.663 



19.475 26.741 1.00 63. 4r 



ATOM 
ATOM 



WAT vinSS 



14269 
14270 



OWO WAT 



W1766 
W1767 



-14.742 
30.054 



51.234 
16.206 



-35.204 1.00 55.85 



ATOM 
ATOM 



OWO WAT 



-20.046 
-26.431 



1.00 55.24 
1.00 58. 8~ 



142^1 OWO WAT 



ATOM 14272 
ATOM 14273 



OWO 
OWO 



WAT 



W1768 
W1769 



-43.344 



-7.674 



-9.725 



WAT W1770 



28.229 22.783 



33.466 
-9.368 



1.00 59.11 



ATOM 
ATOM 



14274 
1427S 



OWO WAT W1771 



-9.588 
-25.501 



17.723 



-7.321 
-38.107 



1.00 39.54 
"1.00 56. 6r 



1.66 61.58 
1.00 65.34" 



OWO WAT 



W1772 
W1773 



17.844 



ATOM 
ATOM 



14276 
14277 



OWO WAT 



40.972 5.064 -17.038 



OWO WAT W1774 



-2.033 35.476 



-50.936 
.26.605 



1.00 54.83 
1.00 75.90 



ATOM 
ATOM 



14278 
"14279 



OWO 
OWO 



WAT 
WAT 



W1775 
W1776 



-23.544 



12.827 
-8.716 



l.OO 68.20 
1.00 53. oT 



-36.684 



ATOM 



ATOM 
ATOM 



14280 
14281 



OWO WAT W1777 



-19.657 13.842 



-27.027 
19.831 



OWO 
OWO 



WAT 



W1778 
W1779 



8.494 
-9.656 



0.060 



27.651 
-50.895 



1.00 53.26 



14282 



WAT 



ATOM 14283 



ATOM 
ATOM 



14284 
14285 



OWO 
OWO 



WAT W1783 



32.229 



WAT W1781 



0.910 
38.052 



25.609 24.745 



13.815 -17.186 



1.00 72.54 
1.00 52.48 



1,00 63.57" 
1.00 48.63 



ATOM 
ATOM 



1428^, 
14287, 



OWO 



OWO 



WAT 
WAT 



W1782 



W1783 



-15.541 
-^.210 



6.811 -41.879 



5.749 37.402 



OWO WAT W1784 



-13.528 
-6.470 



39.320 13.645 



1,00 58.49 
1.00 5^.32" 
1.00 49.8T" 



ATOM 
ATOM 



14288 
14289 



OWO 
OWO 



WAT W1785 



8.388 



-6.209 
37.871 



WAT W1786_ 



-19.695 15.201 



25.000 -11.595 14.973 



1.00 44.61 
1.00 6^.07" 



ATOM 14290 OWO WAT W1787 



ATOM 



ATOM 



14291 
1429Z_ 



OWO WAT 



OWO WAT 



W17B8 



-29.414 
-31.774 



-21.836 
25.557 



-21.550 
-42.143 



1.00 57.02 
1.60 48. iT 



wo 2004/029239 




:T/GB2003/004104 



182/189 



ATOM 14293 OWO WAT W1790 



ATOM 
ATOM 



14294 

14295_ 



OWO WAT 



W1791 
W1792 



36.648 
-9.660 



9>899 



48>469 



7.890 
■25 > 894 



1.00 54>02 
1.00 58.35 



OWO WAT 



-12.851 10.36^ 



41.054 
-28.549 



1.00 76.19 
1.00 63.35" 



_8 
8 



ATOM 14296 OWO WAT W1793 



37.044 -10.095 



ATOM 14297 OWO WAT W1794 



ATOM 
ATOM 



14298 
14299 



OWO WAT 



W1795 
W1796 



0.133 39.789 -17.641 1.00 50.96 8 
-10.438 ' 



-20.2:^7 
-20. ill 



■6.155 
-5.097 



1.00 70.47 

1.00 53.26 



5 



8 



OWO WAT 



1.062 

-27.252 -is, 135 -27.43B 1.00 75.38 8 



ATOM 



ATOM 



14300 
14301 



ATOM 1430? 



OWO WAT 
OWO WAT 



W1797 



ATOM 



ATOM 



14303 
14304 



OWO WAT 
OWO WAT 



W1798 
W1799 



5.176 
-11.12-^ 



-8.976 32.260 1.00 65.83 8 



W1800 



ATOM 



ATOM 



14305 
14306 



OWO WAT W1801 



- 28.491 
-3.427 



36.045 
-18.098 



23.016 1.00 47.47 



-16.240 



OWO WAT 



OWO WAT 



W1802 
W1803 



29.064 7.366 21.631 



1,00 49. 
1.00 78. 



ATOM 14307 OWO WAT W1804 
ATOM 14308 OWO WAT W18Q5 
ATM 14309 OWO WAT W1806 



24.348 
-25.144 



14.238 -37.424 1.00 53 



-32.130 
29.915 



■17,062 
8.610 



8 



-.2.560 1.00 55.32 8 
12.728 



84 8 



73 8 

"55 8 



ll!690 17.942 1.00 51.80 8 
-35.738 1.00 60.18 8 



ATOM 14310 



ATOM 14311 



ATOM 
ATOM 



14312_ 
14313 



OWO WAT 
OWO WAT 



W1807 



-8.278 



W1808 



-18.409 



12.018 
-a. 621 



-23.744 
34.96^ 



1.00 48.57 8 



32,069 



OWO WAT 
OWO WAT 



W1809 
W1810 



18.518 
8.309 



-6.171 -21.298 



1.00 58. 
1.00 67, 



1.00 49. 
1.00 69 



20" 



8 



8 



95 8 



71 8 



28.898 -48.870 



32.218 24.550 -7.097 1.00 67.00 8 



ATOM 14314 OWO WAT 



ATOM 
ATOM 



14315 
14316 



OWO WAT 
OWO WAT 



W1811 
W1812 



-10.028 
-4.083 



35.002 
32.968 



25.398 
15.409 



1,00 58.87 8 



W1813 



ATOM 14317 



ATOM 

ATOM_ 



14318 
14319 



OWO WAT 
OWO WAT 



W1814 



W1815 
W1816 



5.298 



^,^69 
-14.652 



29.952 
26.849 



1.00 61.58 8 
1.00 48.18 8 



33.482. 



1.00 53> 
1.00 72, 



49 8 

55 8 



ATOM 
ATOM 



14320 
14321 



OWO WAT 



OWO WAT 



W1817 
W1818 



-9.901 
35.383 



29.012 
3.665 



-3.368 



1.00 63. 
1.00 56, 



58 8 
84 8 



OWO WAT 



ATOM 
ATOM 



14322 OWO WAT 



W1819 
W1820 



32.120 
25.945 



2,904 14.281 



22.770 
31.964 



- 32.927 
2.877 



1.00 56.54 8 



14323 
14324 



OWO WAT 
OWO WAT 



16.177 
-7.800 



1.00 55.27 8 



ATOM, 
ATOM 



W1821 
W1822 



47.880 



-37.150 
-29.423 



1.00 67. 
1.00 66. 



69 8 



14325 
14326 



OWO WAT 
OWO WAT 



-23.918 



31.473 

34.606 



-10.638 



1.00 52 
1,00 55 



43 a 

61 8 



ATOM 
ATOM 



14327 
14328 



W1823 



OWO WAT 



W1824 
W1825 



21.008 
-19.147 



44.253 -17.680 



41 8 



ATOM 
ATOM 



OWO WAT 



38 , 627 15,297 -14.941 1.00 78.44 8 



ATOM 
ATOM 



14329 
14330 



OWO WAT 



OWO WAT 



W1826 
W1827 



-40.047 
39.195 



2'.070 -21.600 1.00 53.52 T 



15.122 
21.690 



7.053 1.00 56.40 8 



1.00 57.56 8 



14331 
14332 



OWO WAT 



W1828 
W1829 



0.477 



25.831 
-27.131 



ATOM 
ATOM 



OWO WAT 



-21.437 
-24.957 



-28.095 
19.413 



1.00 67 
1.00 61 



24 



14333 OWO WAT W1830 



ATOM 
ATOM 



14334 
14335 



OWO WAT 
OWO WAT 



W1831 
W1832 



-3.962 



-27.995 



32.618 

27.050 



25.471 
22. 9S^ 



57293" 



1.60 72 
1.00 68 



8 



48 8 

39 8 



T67538 32)527 -39.483 .1.00 46.03 8 



ATOM 14336 OWO WAT W1833 



ATOM 
ATOM 



14337 
14338 



OWO WAT 
OWO WAT 



W1834 
W1835 



15.101 
-T23.871 



1.347 
29.43^ 



-33.305 
27.262 



1.00 62.28 



8 



1.00 62.16 8 



ATOM 14339 OWO WAT W1836 



24.065 -14.062" 



ATOM 14340 OWO WAT W183T 



-37.751 



ATOM 



ATOM 



14341 
14342 



OWO WAT W1838 



-9.428 



-5.831 
35.329 



-10.079 
-6,342 



1.00 57.80 8 



1.00 51.15 8 



ATOM 
ATOM 



14343 
14344 



OWO WAT W1839 



OWO WAT W1840 



18.195 
24,148 



■12,137 
-2i,213 



-50.723 1.00 59.94 8 



-11.281. 
25.60^ 



- 14.241 
6.072 



1.00 39.06 



8 



1.00 56,19 8 



OWO WAT 
•OWO WAT 



W1841 
W1842 



6.068 
-37.404 



34.299 1.00 56.22 



ATOM 
ATOM 



14345 

14346 



OWO WAT 



ATOM 
ATOM 



14347 OWO WAT 



W1843 
W1844 



-38.604 
-25.747 



ATOM 
ATOM 



14348 
14349 



OWO WAT W1845 



OWO WAT 
OWO WAT 



W1846 
W1847 



-4,758 
-37.507 



-3.490 
33.372 



0.431 
-7.01^ 



1.00 58.17 



20.747 
-28.665 



- 12.114 
-3.912 



1.00 58 
1.00 47 



8 



1.00 56.25 8 



-29.659 1.00 60.20 8 



16.102 34.826 . 1.00 61.08 8 



53 8 



14350 
14351 



-22.974 
-15.061 



- 3i.905 
8.0^4 



-34.312 
25.626 



ATOM 



ATOM 
ATOM 



14352 
14353 



OWO WAT W1848 



1.00 61.05 



OWO WAT 



W1849 
W1850' 



-21.933 
11.487 



9.107 
17.9:^1 



1.00 84.34 



OWO WAT 
OWO WAT 



-13.053 
-5.411 



1.00 81 
1.00 62 



.67 



ATOM 
ATOM 



14354_ 

14355" 



W1851 
W1852 



-28.315 



,82 8 



OWO WAT 



39.432 



-11.125 
39.026 



-28.699 1.00 86.85 8 



ATOM 
ATOM 



14356 
14357 



OWO WAT 
OWO WAT 



W1853 
W1854 



1.671 



- 13.086 
9.091 



1.00 70. 
1.00 67, 



44 8 

33 8 



ATOM 
ATOM 



14358 
14359 



OWO WAT 



W1855 
W1856 



15.474 -15.133 



-9.280 
-33.222 



-11.713 
-3.749 



-48.159 1.00 68.89 8 
1.00 65.67 8 



OWO WAT 



-44.176 
-14.160 



ATOM 
ATOM 



14 360 
14361 



OWO WAT W1857_ 



OWO WAT W1858 



16.033 
-10,728 



-15,973 



12.103 

-22.059 



40.805 
1.665 



1.00 60.40 



1.00 88.22 



8 



ATOM 



ATOM 



14362 
14363 



OWO WAT 



OWO WAT 



W1859 
W1860 



26.935 



1,00 54.70 8 



A'SCM 14364 OWO WAT 



Atm 14365 OWO WAT 



W1861 
W1862 



-20.5 99 16.211 -48.963 1,00 68.74" 

.53 



12.893 35.603 -35.135 1.00 65 



ATOM 
ATOM 



14366 
14367 



OWO WAT W1863 



8 



14.083 10.290 -54.756 1.00 60.82 8 
-23.543 21.201 -38.921 1.00 60.57 ^ 
18.100 414 081 -21.669 1.00 45.83 8 



OWO WAT W1864_ 



ATOM 



ATOM 
ATOM 



14368 
14369 



OWO WAT W1865 



26.546 28!a57 -26.918 1,00 56.36 8 



OWO WAT 
OWO WAT 



W1866 
W1867 



12.212 38.147 



-35.141 
12.633 



1.00 46.87 8 



14370 
14^71 " 



39.614 



7.994 
41.367 



li,35b 



1.00 54 
1.00 62 



. 47 
34 



ATOM 



OWO WAT W1868 



-15.252 



wo 2004/029239 



:T/GB2003/004104 



ATOM 14372 
ATOM 14T73 



OWO WAT 
OWO HAT 



W1869 



183/189 



17.545 36.681' 



W1870 



ATOM 14374 OWQ WAT W187F 
ATOM 14375 OWO WAT W1872 
ATOM 14376 OWO WAT W1B73 



38.406 
22.956 



8.928 



1,816 
1.628 



26>118 



-28.062 28.078 



5.739 
-28.108 



1.00 

TToo 



69.23 
63.49 



ATOM 14377 OWO WAT WIB'tT" 
ATOM 14378 OWO WAT WIStF 



17.792 32.079 -23.503 1.00 



-0.82^ 6.722 -3.465 1.00 



64.56 
53.90 



-23.470 17.579 -42.579 1.00 72,73 



8 



8 



1.00 61.56" 8 



1.00 47.04 8 



8 



ATOM 



14379 OWO WAT Wie76 



-28.819 
-22.166 



2.772 
36.082 



-47.133 
-40.690 



1.00 56.29 8 



59.96 
47.32 



ATOM 14380 OW0"WAT 



ATOM 14381 OWO WAT 



W1877 
W1878 



8.087 



ATOM 14382 



ATOM 14383 



OWO WAT 
OWO WAT 



W1879 



12.320 



36.247 
40.537 



-35.630 
-34.103 



1.00 

TToo 



W1880 



37.754 14.031 -46.093 



1.00 
1.00 



8 



8 



1.00 54.18 8 



50.44 8 



83.40 a 



ATOM 14384 



OWO WAT 
OWO WAT 



W1881 
W18e2 



-25.409 -9.579 13.468 



1,026 1.00 69.20 8 



ATOM 14385 



ATOM 14386 OWO WAT W1883 



35.587 
-38.111 



9.317 
20.008 



1.00 79.80 8 



ATOM 14387 



OWO WAT 
OWO WAT 



W1884 
W188S 



-20.930 
-33.491 



-41.072 

-0.918 -46.966 



-17.715 
-41.463 



1.00 50.38 



8 



ATOM 14388 



ATOM 



ATOM 



14389 
14390 



OWO WAT W1886 



-22.868 



20.054 



1.00 58.78 



ATOM 14391 



OWO WAT 
OWO WAT 



W1887 



-18.859 



20.808 
-25.529 



W1888 
W1889 



-27.853 -17.175 



5.030 
-37.718 



1.00 
1.00 



1.00 



64.21 
45.12 



8 



75.74 8 



63.35 8 



"8 
S 



ATOM 14 392 



OWO WAT 
OWO WAT 



24.288 
"5.990 



32.758 -7.984 1.00 



17.919 -38.057 1.00 78.34 8 



ATOM 14393 



W1890 



A TOM 14394 OWO WAT WlSgi 
' W1892 



-6.833 -12.960 -48.588 1.00 73.58 8 



ATOM 14395 
ATOM 14396 



OWO WAT 
OWO WAT 



W1893 



-31.285 
-33.4^4 



7.335 
-16.449 



-47.122 1.00 58.98 



19.^^6 2^.TSr 



-16.179 
26.269 



1.00 48.59 



8 



ATOM 14397 OWO WAT W1894' 



ATOM 



ATOM 



14398 
14399 



OWO WAT W1895 



-17.131 45.791 -36.66fe 



1.00 45.30 
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g r.T.^nmoniae I..EDRL KSK RK.,ITHPRP GHADLVGGIK YRFDD L RNSL ERSSA^Tl 

p.^ f^^..r.Alis V. . PEKQKKI RR>. VSKPRP GHADLVGGMK YQHDDLRNVL E RSSARET1 

2^ anreus ISDEERENMK RT..ITKPRP GHADLLGGhK YNHRDLRWVL ERSSARETI 

B subtil is ITEDEEKEMK RQ..ISRPRP GHADLNGAIK YNHRDMRNVL ER3SARET1 

-= ♦.^h^KrtilQsls VDPA EI ADVA RNAPLTRPRP GHADYAGMLK YGFDDARPVL ERASARETi 

^ F. r.Qli ...QRSQDYS A . .IKDVFRP GHADYTYEQK Y.GLRDYR G G GRSSARETi 

S 'typhi . ..QRSQDYS A..IKDVFRP GHADYTYEQK Y.GLRDYRGG GRSSARETI 

Y 'pest is ... ORSODYS A>,IKDVFRP GHADYTYEQK Y.GVRDYR GG GRSSARETi 

H influenzae , . -ORSODYG D,,IKDRFRP GHADFTYQQK Y.GIRDYR GG GRSSARETi 

p multocida . ,.ORSQDYG D>.IKDRFRP GHADFTYQQK Y.GIRDYRG G GRSSARETi 

M ;oT..^rrhn^a e , ■ ,O RSEDYG D,.IATAFRP GHADYTYWHK Y, G TRDYRGG GRSSARETi 
K, "t^onHn^Tifldis .,,QRSKDYG N. .IATSFRP GHADYTYWHK Y.GTRDYRGG GRSSARETi 
p ^^r^nainosa >,,QKSKDYS A, ,IKDLFRP AHADYTYHHK Y>GVRDYRGG GRSSARETi 

• H pylori ,,>ARSKDYD N.,IKNLFRP SHADFTYFHK Y.GIRDFR GG GRSSARESi 

ti' ^rassa . ..QPPKDYG NKTMDIYPRP SHADWTYLEK Y,GVKASSGG GRSSARET: 

^ A iihaliana , , .QRGLDYS E..MSVAYRP SHADATYDMK Y, GVRS VQGG . GRSSARETi 

r 'riifficile ,,. TR SKDYG E,.LKNLMRP GHADFTGNVR YSGFNDYRGG GHFSGRITi . 

gondii . . ^RRPQEYH A.-IATVPRP GHGDFTYHAK Y,HIHAKSGG GRSSARETI 

p €^\nAr,Arum . . . I KKEDYN S..FINIPRP GHGDYTYFMK Y.HVKNKS G S SRFSGRET; 
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S — pneumo niae RVAVGAVAKR LLAE>LDMEI ANHWVFGGK EI DVPEN 

"e fae calis RVAIGAVAKK LIAE.LDIQV AGHVAVLGGI EATIPEN 

-="3 aureu s RVAVGALCKV LLEQ.LDIEI YSRWEIGGI KDK..DF. T7 

g su btilis RVAAGAVAKK ILSE.LGIKV AGHVLQIGAV KAEK TGY 

nB t-ubercul Qsis RVAAGTVARA FLRQALGVEV L5HVISIGAS APYEGPP 

' coli RVAAGAIi^ECK YLAEKFGIEI RGCLTQMGDI PL 

S. t yphi RVAAGAIi^ YLAEKFGIEI RGCLTQMGDI PL TT^ 

Y. nes t is RVAAGAIi^ YLAQKFGVQV RGYLAQMGDV SC 

H infl uenzae RVAAGAIAKK YLREHFGIEV RGFLSQIGNI KIAP QKV 

p m ultocida RVAAGAIAKK YLREHFGVEV RGFLAQIGDV AIAPQVI> .T^> ■ 

^ gono rrhoeae RVAAGAVAKK WLKEKFGTEI TAYVTQVGEK K I 

M 'menin gitidis RVAAGAVAKK WLKEKFGTEI TAYVTQVG EK EI 777 ^ 

p — ae ruginosa RVAAGAIAKK YLAG.LGIQV RGYMSQLGPI EI 

• H. pylori RVAAGAFiU<M LLRE.IGIVC ESGIIEIGGI KA 

— cr assa RVAAGAIAEK YLKPRYGVEI VAFVSSVGSE HLFPPT i^HP SPSTNPEF. 

A thali ana RVAPGALAKK ILKQFAGTEI LAYVSQVHHV VL PEE 

r 'difficil e LVFCGAICKQ ILSQK.GIEI GAHIKKIKHI EIM4SFDY 

-^-f — gondii RVAAGAWEK WLGMHYGTSF TAWVCQVGDV SVPRSLRRKW E .RQPPTR 

P. faiciParum RVAAGACIEQ WLYKSYNCSI VSYVHSVGNI. KIFEQ V SKEL ENKNPPSR 
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S. pneumoniae RLAQAWSIN AFKGVEFGLG FEAGYRKGSQ VMPEILWSKE PG 
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S . aureus 
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E. coli DIAHALMSIH AVKGVEIGPG FDWALRGSQ NRDEITKDG. 



S. typhi DIAHALMSIN AVKGVEIGEG FNWALRGSQ NRDEITAQG. 



Y. pestis DLAHALMSIN AVKGVEIGDG FAWTKRGSE NRDEITPQG. 



. fl. influenzae DLAHALMGIN AVKGVEIGDG FAWEQRGSE HRDEMTPNG. 



P, multocida DLAHALMGIN AVKAVEIGDG FAWNQRGSA HRDEMTPEG. 



W, gonorrhoeae EIAYAMMGIN AVKGVEIGAG FDSVTQRGSS HGDELTPQG. 



W. meningitidis EIAYAMMGIN AVKGVEIGAG FDSVTQRGSE HGDELTP^ 



P. aeruginosa ELAHALMSIN. AVKGVEIGAP FASIAQRGTE HRDELTPQG. 



H. pylori KIAEAMMGLN GVKAVEIGKG VESSLLKGSE YNDLMDQKG. 



N. crassa MLAHAMLSIP ATKGFEVGSG FGGCEVPGSI HNDPFVSAEN TEIP. 
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"C. difficile TLSHLLFSVP AVKGVEFGLG FELADMYGSQ SNDEMYYEGN QV. 



T. gondii ELAKAMMSLP ATKGFEIGQG FASVTLRGSE HNDRFIPFER ASCSFSESA 
P. falciparum ELAKMILSIP PVKGIEFGSG FNGTYMFGSM HNDIFIPVEN MS...TKtS 
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